LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMXTRO51021WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VX@21914.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.368 41 46 52 rVB 45005 47448 6.58% 0.777%
2 1.672 91 96 103 rBvV 39241 47274 6.55% 0.774%
3  2.306 195 200 214 rVB 61333 100046 13.87% 1.639%
4 2.794 271 280 290 rBV4 8160 18557 2.57% 0.304%
5 3.105 322 331 339 rvB2 5575 13195 1.83% 0.216%
6 4.471 543 555 567 rBV 44167 143774 19.93% 2.355%
7 4.574 567 572 585 rVB 4404 14832 2.06% 0.243%
8 5.068 640 653 674 rBVv2 41090 142073 19.70%  2.327%
9 5.477 711 720 735 rBV6 5271 21799 3.02% 0.357%
10 5.629 735 745 755 rVB3 7105 21421 2.97% 0.351%
11 5.842 765 780 789 rBV7 3940 13348 1.85% 0.219%
12 5.977 789 802 810 rBV2 99805 301187 41.76% 4.933%
13 6.044 810 813 825 rVB2 18446 41845 5.80% 0.685%
14 6.178 825 835 836 rBV5S 3458 8053 1.12% ©.132%
15 6.763 921 931 943 rBV 77223 187349 25.98%  3.069%
16 7.123 978 990 998 rBv9 2806 8380 1.16% 0.137%
17 7.312 1013 1021 1028 rBV 64625 143271 19.86% 2.347%
18 7.379 1028 1032 1040 rVB6 6251 15039 2.09% 0.246%
19 8.330 1181 1188 1196 rBV 46083 75656 10.49% 1.239%
20 8.653 1235 1241 1248 rBV 154044 238527 33.07% 3.907%
21 8.720 1248 1252 1258 rVB 37292 57213 7.93% 0.937%
22 8.952 1285 1290 1303 rVB 28735 46542 6.45% 0.762%
23 9.384 1356 1361 1379 rBV 222488 328441 45.54%  5.380%
24 10.055 1465 1471 1481 rBV2 161625 267606 37.10% 4.383%
25 10.195 1489 1494 1499 rBV 133046 173861 24.11% 2.848%
26 10.305 1505 1512 1520 rBV 540696 721246 100.00% 11.814%
27 10.646 1562 1568 1578 rVB 391118 501108 69.48%  8.208%
28 10.963 1614 1620 1625 rBV 31115 40910 5.67% 0.670%
29 11.030 1625 1631 1638 rVB 97774 133305 18.48% 2.183%
30 11.195 1652 1658 1663 rBV 67595 87504 12.13% 1.433%

31 11.305 1670 1676 1683 rVB 79599 104047 14.43%

1.
32 11.384 1683 1689 1691 rBV 92500 132519 18.37% 2.171%
33 11.457 1696 1701 1706 rVB 63868 82167 11.39%  1.346%
34 11.573 1716 1720 1723 rBV2 7425 9526 1.32% ©.156%
35 11.616 1723 1727 1732 rVB 74719 92137 12.77%  1.509%

36 11.756 1745 1750 1757 rVB 249346 298911 41.44%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMXTRO51021WMA .M
Title : TRACE VOA SFAM1.0
37 12.024 1789 1794 1801 rBV 184217 236426 32.78% 3.873%
38 12.091 1801 1805 1810 rVB 90075 108415 15.03% 1.776%
39 12.244 1825 1830 1838 rVv2 60396 91951 12.75% 1.506%
40 12.323 1838 1843 1851 rVB4 213875 351821 48.78% 5.763%
41 12.463 1861 1866 1871 rVB 15127 19706 2.73% 0.323%
42 12.536 1873 1878 1880 rBV 17062 23244 3.22% 0.381%
43 12.555 1880 1881 1884 rVV 10337 9944  1.38% 0.163%
44 12.597 1884 1888 1889 rVV 13126 19158 2.66% 0.314%
45 12.616 1889 1891 1894 rVV 24072 24719 3.43% 0.405%
46 12.646 1894 1896 1901 rVB4 6100 7606 1.05% 0.125%
47 12.707 1901 1906 1913 rBV4 19396 38082 5.28% 0.624%
48 12.811 1919 1923 1926 rVV 26991 33550 4.65% 0.550%
49 12.847 1926 1929 1935 rVvV 14531 17727 2.46% 0.290%
50 12.926 1935 1942 1945 rVV 39924 50881 7.05% 0.833%
51 12.963 1945 1948 1954 rVB 29726 37032 5.13% 0.607%
52 13.170 1977 1982 1986 rVB 28200 33654 4.67% 0.551%
53 13.292 1998 2002 2010 rVB2 53901 73532 10.20% 1.204%
54 13.420 2018 2023 2029 rVB6 4132 8682 1.20% ©0.142%
55 13.603 2046 2053 2057 rBV3 24956 40101 5.56% 0.657%
56 13.780 2077 2082 2089 rVB 15215 19979 2.77% 0.327%
57 14.134 2135 2140 2145 rBV 13343 16832 2.33% 0.276%
58 14.323 2164 2171 2175 rBV 12501 15906 2.21% 0.261%
59 14.524 2198 2204 2208 rVB5 5355 9625 1.33% 0.158%
60 15.213 2312 2317 2323 rVB2 9031 12938 1.79% 0.212%
61 15.328 2330 2336 2344 rVB 86063 113974 15.80% 1.867%

62 15.975 2437 2442 2448 rBV3 5847 9616 .33% 0.158%

Jany

Sum of corrected areas: 6105218
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24

Operator JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
: TRACE VOA SFAM1.0

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

Abundance

500000

400000

300000

200000

100000

o

Time-->
Abundance

500000

400000

300000

200000

100000

1.368 1.672 2.306

TIC: VX021914.D\data.ms

5.977

4.471
4574

5.068

2794 3105 5.47%.6295.84700%1 78

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

7.312

TIC: VX021914.D\data.ms

10.805

10.646

9.384
10.055

10.195
11.030 4

8.653

8.330 720 g 952

A

0
Time-->
Abundance

500000

400000

300000

200000

100000

Time-->

.616

7.123/7&79
LAe e

7.00 7.50

11.756

12.323
12.024

12.091
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T
8.00

All.ﬁ 457
10.963
s

10.50 11.00

—T e —=ri—
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TIC: VX021914.D\data.ms

15.328
13.292
14.13¥4.3234 524 15.21 15.975
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.629 0.57 ug/L 21421 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
5 Heptane, 2,2,4-trimethyl- 142 C1OH22 014720-74-2 36
Abundance Scan 745 (5.629 min): VX021914.D\data.ms (-735) (-) m/z 56.10 100.00%
431 56.1
‘ ‘ 85.1 5.40 5.60 5.80 6.00
Ol ettt e e e e m/z 430100 86.67%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
43.0 56.0
5000

290 71.0 5.40 5.60 5.80 6.00
m/z 41.10 66.10%

””’ }’\\\\‘l{\\\‘8\?\.\0‘\\1\\0?\.(\)\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
43.0 56.0

5.40 5.60 5.80 6.00

o

5000 m/z 57.10 52.38%
| | | 850 100.0
ot e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 /M
Abundance #3992: Pentane, 2,3-dimethyl- HHM‘M‘HH,HH_H
43.0 96.0 5.40 5.60 5.80 6.00

m/z 71.10 47.56%

5000
29.0 71.0
o 150 | H \ \ 8?-0 100.0

m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Platinum, bis[(1,2,5,6-.eta... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.031 2.49 ug/L 133305 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Platinum, bis[(1,2,5,6-.eta.)-1,... 411 C16H24Pt 012130-66-4 91
2 1,5-Cyclooctadiene, (Z,Z)- 108 C8H12 001552-12-1 90
3 1,5-Cyclooctadiene 108 C8H12 000111-78-4 78
4 1,5-Cyclooctadiene 108 C8H12 000111-78-4 72
5 1,5-Cyclooctadiene, (E,Z)- 108 C8H12 005259-71-2 64

Abundance Scan 1631 (11.030 min): VX021914.D\data.ms (-1625) (- m/z 54.10 100.00%

54.1
5000
11.00 |
| ‘\ 108.1 ' 9
Ou‘l““‘H‘“HH,HH‘HH‘HH_H‘,H m/z 67.10 93.02%
mlz--> 100 150 200 250 300 350 400
Abundance #215989 Platinum, bis[(1,2,5,6-.eta.)-1,5-cyclooctadiene]
54.0
5000 Cf :
11.00
m/z 80.10 55.54%
ol \“ ‘h A h 154 0202.0248.0 3030 357.0 411
\\\\ \‘\\\\\\\’\\ T \‘\\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #5449: 1,5-Cyclooctadiene, (Z,2)-
54.0
/\ T T ‘ T ‘
11.00
5000 ITI/Z 79.10 52.10%
080
A
m/z--> 50 100 150 200 250 300 350 400 m
Abundance #5414: 1,5-Cyclooctadiene P
54.0 11.00
m/z 39.10 50.91%
5000
08.0
0ﬂ
m/z--> 50 100 150 200 250 300 350 400 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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, propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.305 2.20 ug/L 104047 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 78
5 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 64
Abundance Scan 1676 (11.305 min): VX021914.D\data.ms (-1670) (- m/z 91.10 100.00%
91.1
5000
120.2 . ins /\j\
11.00 11.50
39\‘.1\\ \‘ I h‘ Al 281.( 9
O et e e e e e m/z 120.20  23.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9408: Benzene, propyl-
91.0
5000 S /\M‘ f\
11.00 11.50
120.0 m/z 65.10 12.52%
39.0 |
O\H‘\‘\H“‘H‘\\"\\H“‘\\H‘\‘\H“H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9407: Benzene, propyl-
91.0 A
11.00 11.50
5000 m/z 92.10 10.22%
120.0
39.0 | ‘
O ettt e b e
m/z--> 20 40 60 80 100120140160180200220240260280 A A
Abundance #9406: Benzene, propyl- o ‘ ‘A‘ ﬂ ‘
91.0 11.00 11.50
m/z 39.10 6.35%
5000
120.0
i
Olrerromstirbephredebe sk perreprrreeerp e e e ARUEVAVE M}‘k‘
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 1
R.T. EstConc Area Relative to ISTD R.T.
11.384 2.80 ug/L 132519 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 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1689 (11.384 min): VX021914.D\data.ms (-1683) (-~ m/z 105.10 100.00%
105.1
5000 m A
120.2
A LU
39.1 63.2 77‘.0 91‘-1 11.00 11.50
Olrrprerrprrerprredprere et et b e m/z 120,200 29.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 A /\M‘ /\
1200 11.00 11.50
m/z 91.10 12.18%
39.0 77.0 91.0
OH‘\H\’\2\6\“\(‘)\\H"‘HHHV\H‘G‘%\.‘\O\‘H\‘H‘HHJ{\H‘\Hl\‘u‘\\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 j\
A VNN
11.00 11.50
5000 m/z 77.00 10.74%
120.0
77.0 91.0
39.0
L AU OB OO R OO
miz--> 10 20 30 40 50 60 70 80 90 100 110120 /\/\ j\
Abundance #9422: Benzene, 1-ethyl-2-methyl- A AL I
105.0 11.00 11.50
m/z 79.10 8.83%
5000
120.0
77.0 91.0 /\A J\
ol 180 . 30 L 80 il ML AW
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\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.616 1.95 ug/L 92137 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 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 90
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1727 (11.616 min): VX021914.D\data.ms (-1723) (- m/z 105.10 100.00%
105.1
5000
120.2 /\
A —
91.0
39.0 63.0 77‘-‘1 2 11.50 12.00
Ot et e et m/z 120.20  28.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 AN\‘ /\ : A
120.0 11.50 12.00
m/z 91.05 11.26%
39.0 77.0 91.0
0 \\’H\\’\2\6\\?\\H"‘HH"‘\‘H\‘B‘%\.P\|H\‘H“\H|‘M\\|\‘11\|H‘H‘|‘HH|
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0 j\
wop n A
11.50 12.00
5000 m/z 77.10 10.28%
120.0
77.0 91.0
270 | MO0 |
Ottt e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #9412: Benzene, 1,2,3-trimethyl- vl —— b
105.0 11.50 12.00
m/z 106.10 9.85%
5000 120.0
39.0 77.0 91.0 ["U\ A A
O",17‘5(9,”“\,‘m‘,‘u‘“,‘\m‘e‘%‘?‘“‘Mm‘“mm“!“HMH“‘HH‘ poimpt A g
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\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.244 1.94 ug/L 91951 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
3 Indane 118 C9H1e 000496-11-7 70
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 58
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58
Abundance Scan 1830 (12.244 min): VX021914.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
91.1 L R
391 630 ‘ ‘ 134.1 12.00 12.50
R P ML el m Al m/z 118.1@  51.21%
miz-> 20 40 60 80 100 120 140
Abundance #8949: Indane
117.0
5000 A pan T en
12.00 12.50
m/z 115.10  31.82%
39.0 sg0 9L.0 ‘ /
0\\]-\3\()‘\‘\\\"\\\\“‘\‘\\\‘\\\\\\\“‘\\\\‘\
miz-> 20 40 60 100 120 140
Abundance #8961:Benzene,21ﬂopenyh
117.0 A
(BN VN UESSRWN
12.00 12.50
m/z 119.15 22.32%
5000 910 /
39.0 65.0
N O | VO AV |
miz--> 20 40 60 80 100 120 140 }\ jk
Abundance #8951: Indane ‘Aﬁ 1 A =
117.0 12.00 12.50
m/z 91.10 20.01%
5000
91.0
39.0 63.0 ﬂ‘ /b\
0 15.0 | n |l \‘ | i /\W‘”\‘ VAVAW: ‘/\\/‘/\’\./‘\

m/z--> 20 40 60 80 100 120 140 12.00 12.50

SFAMXTRO51021WMA.M Wed May 12 18:53:01 2021

Page:
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

d

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51121\
: VX021914.D
: 11 May 2021 21:24

JC/MD

¢ M2336-04DL 10X
: 25.0mL/MSVOA_X/WATER
: 31 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M

: TRACE VOA SFAM1.0

¢ 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

8 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 16

Peak Number

12.616
Hit# of 5

1 Benzene,
2 Benzene,
3 Benzene,
4 Benzene,

E

0.

stConc Area Relative to ISTD R.T.

52 ug/L 24719 1,4-Dichlorobenzene-d4 12.024
Tentative ID MW MolForm CASH# Qual

4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 91

2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 90

1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 90

2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 90

5 Benzene,

Abundance Scan 1891 (12.616 min): VX021914.D\data.ms (-1889) (-

m/z 119.15 100.00%

119.2
5000 A
JUL L
41 650 oLl 135.2 12:50 13.00
L R Y v T m/z 134.20  26.00%
m/z--> 0 20 40 60 80 100 120 140
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119.0
A/\I\x )
1250 1300
910 m/z 120.20 7.05%
T ‘ T \]-\5\(‘) T ‘\ \3\9‘"0\ T ‘\‘ T ‘6‘\5‘ \0\ \“ T \‘\'\ ’ “\ \w‘l T \].??.‘O\
miz--> 0 20 40 60 80 100 120 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0 )\ m )\ j\
AVIN SR LI RA RIS
12.50 13.00
5000 ITI/Z 91.10 6.42%
91.0
15.0 39‘ 0 50 | 135.0
0 ““‘\"M“H‘WN‘NJH‘M““,H“WW“NM“
miz--> 0 20 60 80 100 120 140 /\
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl- al N\‘ A
119.0 12.50 13.00
m/z 115.10 5.91%
5000
91.0
150 30 o0 T g wso |
0 ‘_Hw“‘H,MJmu‘”‘_m,hm”‘_”w oy
m/z--> 0 20 60 80 100 120 140 12 50 13 00

SFAMXTRO51021WMA.M Wed May 12 18:53:02 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24

Operator JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
: TRACE VOA SFAM1.0

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-ethenyl-4-ethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.707 0.81 ug/L 38082 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 70
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 70
4 Benzene, (2-methylcyclopropyl)- 132 C1OH12 1000327-39-0 64
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 62

Abundance Scan 1906 (12.707 min): VX021914.D\dat
11

a.ms (-1901) (-

m/z 117.05 100.00%

V.1
91.1 et A
5.0 ‘ 1?4-2 12.50 13.00
e 1 s bl u';P‘ el HJ b+ m/z 119.20  51.35%
miz--> 20 40 60 80 100 120 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0 M
5000 AAA J\j\ et
12.50 13.00
m/z 115.10 32.21%
51.0 91.0 /
O T ‘2\7\0\ T “ T \“\.\ ’w \7\4'.\9‘ T \“\ T ‘Hi‘\ T H‘ \:L}ﬁ\\‘?’\-()‘ T T T
miz--> 20 40 60 80 100 120 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0 /\
et pa A
12.50 13.00
5000 ITI/Z 132.05 28.98%
91.0
270 °° Jmap | || 190
ol bl
m/z--> 20 40 60 80 100 120 140 ﬂ
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)- —— ety
117.0 12.50 13.00
m/z 91.10 21.56%
5000
91.0
390 650 ‘ ‘ 133.0 /\ J\
) S R U i A mww‘”“‘ uﬁ“w”” N\ v
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMXTRO51021WMA.M Wed May 12 18:53:02 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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-chloro-2,3-dimet... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.811 0.71 ug/L 33550 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2,3-dimethyl- 140 C8H9C1 000608-23-1 96
2 Benzene, 4-chloro-1,2-dimethyl- 140 C8H9Cl 000615-60-1 94
3 Benzene, 4-chloro-1,2-dimethyl- 140 C8H9Cl 000615-60-1 93
4 Benzene, 4-chloro-1,2-dimethyl- 140 C8H9Cl 000615-60-1 91
5 Benzene, 2-chloro-1,4-dimethyl- 140 C8H9C1 000095-72-7 87

Abundance Scan 1923 (12.811 min): VX021914.D\data.ms (-1919) (-

m/z 105.05 100.00%

105.1
5000
140.0
770 N i
51.0 ) e Al ol
| ‘ ‘ ‘ | 12.50 13.00
omw‘Hu_mWMwuwn‘m‘u“ Al m/z 140.00  33.95%
miz--> 20 40 80 100 120 140
Abundance #18614: Benzene, 1-chloro-2,3-dimethyl-
105.0
5000 — e
140.0 12.50 13.00
51.0 77.0 m/z 125.10 22.04%
O\\\\‘2\7\0\\“\\“ \‘\\\H\‘H‘\\‘\\“1\\\1‘2%}\0\\““\\\
miz--> 20 40 80 100 120 140
Abundance #18615: Benzene, 4-chloro-1,2-dimethyl-
105.0
— —r
12.50 13.00
5000 m/z 103.10  19.39%
140.0
510 770
27.0 ‘ ‘ | |
S N Y PR OO NN P |
miz--> 20 40 60 80 100 120 140 f\ ﬂ\ f\
Abundance #18610: Benzene, 4-chloro-1,2-dimethyl- A L /\‘ Al
105.0 12.50 13.00
m/z 77.05 19.23%
5000 140.0
51.0
77.0
| : | |
o‘Hu_“"‘_“m‘mMH‘mww‘w“1‘2“-‘9”““”‘ AN ATV
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMXTRO51021WMA.M Wed May 12 18:53:03 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 11 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.927 1.08 ug/L 50881 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93

Abundance Scan 1942 (12.926 min): VX021914.D\data.ms (-1935) (-  m/z 119.20 100.00%

119.2
5000 134.2 MJ\ J\
91.1 I e
391 650 13.00
Ol prfere ity ey il m/z 134,200 44.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14812: 0-Cymene
119.0
5000 A j\ 200
134.0 1
91.0 m/z 91.10  16.90%
41.0 65.0
O \\‘H\\‘\\H‘H\\’\\H‘\H\’\‘\‘\\‘\H‘\‘H\\’\\H‘\W\\’\\‘\‘\l\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- /\
13 OO
5000 134.0 m/z 120.18  10.55%
150 39.0 65.0 91.0
0‘WH‘WHM_‘H“HWMHWHH‘HNMHWLHWHH,JNLH‘N&W‘
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ A
Abundance #14869: Benzene, 1,2,3,4-tetramethyl- AR SRR v S
119.0 13.00
m/z 115.10 9.27%
134.0
5000
41.0 90 M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

SFAMXTRO51021WMA.M Wed May 12 18:53:04 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 12 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.963 0.78 ug/L 37032 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94

Abundance Scan 1948 (12.963 min): VX021914.D\data.ms (-1945) (-  m/z 119.10 100.00%

119.1
MJ\ )
91.0 L d
39.0 65.0 | ‘ 13.00
0 H‘WHH‘HH‘,‘HH‘m,u:‘suwm”H,HH_JH,HMM_‘mu m/z 134.15  42.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 1300
134.0
91.0 m/z 91.05 16.20%
65.0 ‘
O \\‘:LH\\‘\\H‘\ﬁ\g’?\\i‘\‘\\\’\‘\‘\\‘\H‘“‘H\\’\\H‘\H‘\\’\\‘\‘\l\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119.0
1300
5000 134.0 m/z 77.05 12.77%
0‘WH‘wHLM‘HVHWWHWHH‘HNMHWLHWHH,JNLH‘NNw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- “AA Ll
119.0 1300
m/z 133.05 11.58%
5000 134.0
91.0
39.0 650 M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1300

SFAMXTRO51021WMA.M Wed May 12 18:53:04 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24

Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER
ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
: TRACE VOA SFAM1.0

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 13 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13170 .71 ug/L 33654 1,4-Dichlorobenzene-dd  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 CleW12 000824-22-6 94
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 93

3 Benzene, 1-methyl-2-(2-propenyl)- 132

4 Indan, 1-methyl-
5 Benzene, 2-butenyl-

132
132

C10H12
C1eH12
C1eH12

001587-04-8 90
000767-58-8 87
001560-06-1 87

Abundance Scan 1982 (13.170 min): VX021914.D\data.ms (-1977) (- m/z 117.15 100.00%
117.2

5000 132.2 A
oM —
39.0 64.1 91.0 13.00 13.50
oH‘HH_‘H_m“u:H;Mum‘hwm‘uHH“‘;m‘w”,mwH‘wa m/z 132.20  37.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 A U U,
132.0 13.00 13.50
m/z 115.10 25.57%
39.0 65.0 91.0 ‘ ‘
O\\‘\\\\‘\\i‘\‘\\H‘“‘\\\\}‘UH\‘}‘U\\‘\i‘\h‘\\\\“\H\‘{‘\‘\\’H!!‘\\\‘“‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0 /\A
A s et
13.00 13.50
5000 132.0 ITI/Z 131.20 17.00%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A A IAA}
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)- A‘ e A A
117.0 13.00 13.50
m/z 91.05 12.22%
132.0
5000
91.0
390 650 ‘ ‘
o"""‘_‘m"‘H\""i‘m"Jl“""M"‘u‘:H"J:“‘,HHMU‘“‘MW AVRRVLY: AA‘/\W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50

SFAMXTRO51021WMA.M Wed May 12 18:53:05 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 14 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.292 1.56 ug/L 73532 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 93
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 81
Abundance Scan 2002 (13.292 min): VX021914.D\data.ms (-1998) (- m/z 117.10 100.00%
117.1
5000
91.0 M o
51.1 ‘ ‘ 1452 184.0 13.00 13.50
O e bl ol li285:2 1830 135 05 36.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 o A
91.0 13.00 13.50 .
510 m/z 115.10 31.83%
270~ ‘
O \\\‘\\\\‘\\‘U\““H\\h\‘\\H\‘Hf‘\\\‘\‘IH\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14034: 1-Phenyl-1-butene
117.0 M
A, A SV
13.00 13.50
5000 m/z 91.05 21.25%
91.0
51.0 ‘
W OO N PR P S
miz--> 20 40 60 80 100 120 140 160 180 J\
Abundance #14056: Benzene, 1-ethenyl-3-ethyl- /\W‘
117.0 1300 1350
m/z 119.15 20.07%
5000
0 91.0
51.
0 H‘FZ?NMMMMU‘HM‘w‘ﬂM‘H_sHW“H“H"H“ A‘ = ‘J\‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

SFAMXTRO51021WMA.M Wed May 12 18:53:05 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 15 Benzene, 2-bromo-1,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.603 0.85 ug/L 40101 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-bromo-1,3-dimethyl- 184 C8H9Br 000576-22-7 96
2 Benzene, 2-bromo-1,4-dimethyl- 184 C8H9Br 000553-94-6 95
3 Benzene, 2-bromo-1,3-dimethyl- 184 C8H9Br 000576-22-7 95
4 Benzene, 1l-bromo-2,3-dimethyl- 184 C8H9Br 000576-23-8 94
5 Benzene, 4-bromo-1,2-dimethyl- 184 C8H9Br 000583-71-1 93

Abundance Scan 2053 (13.603 min): VX021914.D\data.ms (-2046) (- m/z 105.10 100.00%
105.1
5000
71 186.1
51.1 133.2 A = —
‘ H Jﬂ ‘ : ‘ 13.50 14.00
bbb il e e el m/z 77.100 30.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49220: Benzene, 2-bromo-1,3-dimethyl-
105.0
A/\ A A /\A/K pa)
5000 T T T T T T T T T 1
270 184.0 13.50 14.00
510 A m/z 186.10  28.66%
27.0
ol 1430 . |
\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49218: Benzene, 2-bromo-1,4-dimethyl-
105.0 A
" —
13.50 14.00
5000 o 184.0 m/z 103.10 26.30%
51.0 :
20, |1
A R MR e | M
miz--> 20 40 60 80 100 120 140 160 180 f\
Abundance #49219: Benzene, 2-bromo-1,3-dimethyl- Al A lh 0
105.0 13.50 14.00
184.0 m/z 184.00 25.60%
5000
510 770
27.0 H
1 o P R NSO Y W I
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 16 Diphenyl ether Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.329 2.41 ug/L 113974 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenyl ether 170 C12H100 000101-84-8 91
2 Diphenyl ether 170 C12H1e0 000101-84-8 72
3 Diphenyl ether 170 C12H100 000101-84-8 62
4 Spiro[cyclopropane-1,1'(4'H)-nap... 170 C12H100 033498-24-7 58
5 Diphenyl ether 170 C12H100 000101-84-8 52
Abundance Scan 2336 (15.328 min): VX021914.D\data.ms (-2330) (-  m/z 170.20 100.00%
170.2
141.1
5000 51.1 i
115.1 — —
‘ 15.00 15.50
0 "w““u‘ﬂwuﬂhquvuﬂw“‘l“‘Hwh““‘ﬂm‘ m/z 141.05 72.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38286: Diphenyl ether
170.0
5000 — ——
510 (70 141.0 15.00 15.50
' m/z 77.1@ 51.13%
115.0
270 | | \ |
0 \\\‘\‘H\"\\M“‘M‘\W‘\‘H‘\‘HH‘HH“‘HH‘HH‘
miz--> 20 40 60 80 100 120 140 160
Abundance #38283: Diphenyl ether
170.0
— —
15.00 15.50
51.0 o
m/z 51.10 42.64%
5000 77.0 1410 /
27.0 1150
0 "“uh‘ﬂi‘ww‘ﬂwﬂww‘NHM““M““‘WL““‘JL“
miz--> 20 40 60 80 100 120 140 160
Abundance #38284: Diphenyl ether “ T
170.0 15.00 15.50
m/z 142.20  39.30%
5000
5.0 77.0 141.0
115.0
28.0 ‘ H
) S Al A Y 0 RSB NS RS — ——
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021914.D

Acqg On : 11 May 2021 21:24
Operator : JC/MD

Sample : M2336-04DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 5.629 0.6 ug/L 21421 1 6.769 187349 5.0
Platinum, bis[(... 11.031 2.5 ug/L 133365 2 10.055 267606 5.0
Benzene, propyl- 11.305 2.2 ug/L 104047 3 12.024 236426 5.0
Benzene, 1-ethy... 11.384 2.8 wug/L 132519 3 12.024 236426 5.0
Benzene, 1,2,3-... 11.616 2.0 ug/L 92137 3 12.024 236426 5.0
Indane 12.244 1.9 ug/L 91951 3 12.024 236426 5.0
Benzene, 4-ethy... 12.616 0.5 ug/L 24719 3 12.024 236426 5.0
Benzene, 1-ethe... 12.707 0.8 ug/L 38082 3 12.024 236426 5.0
Benzene, 1-chlo... 12.811 0.7 ug/L 33550 3 12.024 236426 5.0
o-Cymene 12.927 1.1 ug/L 50881 3 12.024 236426 5.0
Benzene, 1,2,3,... 12.963 0.8 ug/L 37032 3 12.024 236426 5.0
1H-Indene, 2,3-... 13.170 0.7 ug/L 33654 3 12.024 236426 5.0
Benzene, 2-ethe... 13.292 1.6 ug/L 73532 3 12.024 236426 5.0
Benzene, 2-brom... 13.603 0.8 ug/L 40101 3 12.024 236426 5.0
Diphenyl ether 15.329 2.4 ug/L 113974 3 12.024 236426 5.0
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