LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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@21894.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 42 46 51 rBV 56319 55117 4.52% 0.568%
2 1.672 91 96 105 rVB 42612 57685 4.73% 0.594%
3 2.136 166 172 179 rBV2 18367 30618 2.51% ©0.315%
4 2.306 194 200 209 rBV 62344 101289 8.30% 1.043%
5 2.404 209 216 227 rVB 18669 46320 3.80% 0.477%
6 3.165 322 331 341 rVB4 15382 36834 3.02% 0.379%
7 3.617 406 415 422 rBV 15198 36054 2.96% 0.371%
8 4.221 504 514 521 rBv4 9980 31835 2.61% 0.328%
9 4.312 521 529 540 rVB3 9862 28465 2.33% 0.293%
10 4.483 542 557 568 rBV2 54345 195797 16.05% 2.017%
11 5.068 640 653 662 rBV 47360 147096 12.06% 1.515%
12 5.477 716 720 735 rBV7 13698 50851 4.17% 0.524%
13 5.623 735 744 757 rVB4 16764 54174 4.44% 0.558%
14 5.836 768 779 790 rVB4 9663 32267 2.65% 0.332%
15 5.977 790 802 809 rBv2 114913 340554 27.92%  3.508%
16 6.044 809 813 826 rVWV 48588 130583 10.71%  1.345%
17 6.184 826 836 844 rVW7 8891 38689 3.17% 0.398%
18 6.263 844 849 858 rVW4 7391 19469 1.60% 0.201%
19 6.361 858 865 876 rvB5 5958 16659 1.37% 0.172%
20 6.763 922 931 942 rBV 80010 192682 15.80%  1.985%
21 7.129 981 991 1000 rBV7 11055 27211  2.23% 0.280%
22 7.312 1013 1021 1028 rBV 68977 155825 12.78% 1.605%
23 7.379 1028 1032 1043 rVB4 15180 36452 2.99% 0.375%
24  8.330 1182 1188 1196 rBV 55257 86745 7.11% 0©.893%
25 8.653 1235 1241 1247 rVV 184138 286278 23.47%  2.949%
26 8.720 1247 1252 1259 rVB 82770 127838 10.48% 1.317%
27 8.952 1284 1290 1300 rBvV2 33142 62861 5.15% 0.647%
28 9.244 1333 1338 1342 rBV2 16923 27531 2.26% 0.284%
29 9.391 1356 1362 1370 rBV 230292 344094 28.21% 3.544%
30 10.055 1461 1471 1474 rBV 163620 259275 21.26% 2.670%

31 10.195 1489 1494 1499 rBV 237557 316442 25.94%
32 10.244 1499 1502 1506 rVvV 15404 19871 1.63%
33 10.305 1506 1512 1518 rVV 413918 569298 46.67%
34 10.378 1519 1524 1533 rVB 107800 150161 12.31%
35 10.646 1562 1568 1582 rVB 931736 1219732 100.00% 12.
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36 10.963 1615 1620 1626 rBV 64399 86046 7.05%  0.886%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 11.195 1653 1658 1663 rBV 71004 93492 7.66% ©0.963%
38 11.305 1669 1676 1683 rBV 144550 214513 17.59%  2.209%
39 11.384 1683 1689 1697 rVvV 107821 187558 15.38% 1.932%
40 11.457 1697 1701 1704 rVV 23036 26160 2.14% 0.269%
41 11.573 1715 1720 1723 rBV 42597 51272 4.20% 0.528%
42 11.616 1723 1727 1736 rVB 171847 214569 17.59% 2.210%
43 11.701 1736 1741 1747 rBvV2 10082 18383 1.51% 0.189%
44 11.890 1765 1772 1778 rVB4 29682 56854 4.66% 0.586%
45 11.975 1782 1786 1789 rBV3 16382 22083 1.81% 0.227%
46 12.024 1789 1794 1801 rBv2 189090 270681 22.19% 2.788%
47 12.091 1801 1805 1811 rBV 47822 65650 5.38% 0.676%
48 12.183 1817 1820 1824 rVB2 25982 32025 2.63% 0.330%
49 12.250 1824 1831 1834 rBv2 57968 89320 7.32% 0.920%
50 12.335 1838 1845 1851 rVB2 432503 750700 61.55% 7.732%
51 12.408 1851 1857 1858 rBV2 11538 14063 1.15% 0.145%
52 12.469 1863 1867 1873 rVB 37829 52328 4.29% 0.539%
53 12.591 1882 1887 1893 rVB 69124 96282 7.89% 0.992%
54 12.646 1893 1896 1900 rBV5 7074 12359 1.01% 0.127%
55 12.719 1900 1908 1913 rVV5 20705 52851 4.33% 0.544%
56 12.780 1913 1918 1920 rVV4 28917 48660 3.99% 0.501%
57 12.811 1920 1923 1927 rWV 99726 132242 10.84% 1.362%
58 12.853 1927 1930 1934 rVvV4 10257 14992 1.23% 0.154%
59 12.902 1934 1938 1942 rVV3 11991 20201 1.66% 0.208%
60 12.975 1942 1950 1957 rVB6 25817 63345 5.19% 0.652%
61 13.048 1957 1962 1970 rBV3 22910 41652  3.41% 0.429%
62 13.268 1995 1998 2001 rBV 35704 44835 3.68% 0.462%
63 13.298 2001 2003 2008 rVB3 27789 29871  2.45% 0.308%
64 13.390 2014 2018 2019 rBV 12726 15188 1.25% 0.156%
65 13.408 2019 2021 2027 rVB3 19646 26553 2.18% 0.273%
66 13.603 2047 2053 2061 rVB 93517 133838 10.97% 1.378%
67 13.682 2061 2066 2068 rVV3 11127 16925 1.39% 0.174%
68 13.725 2068 2073 2078 rVV3 36808 59977 4.92% 0.618%
69 13.774 2078 2081 2084 rVvVv4 10966 15137 1.24% 0.156%
70 13.823 2086 2089 2097 rVB6 8174 19179 1.57% 0.198%
71 14.524 2198 2204 2208 rBV3 32932 46322 3.80% 0.477%
72 14.566 2208 2211 2216 rVB4 9165 12553 1.03% 0.129%
73 14.615 2216 2219 2225 rBV3 13677 17591 1.44% 0.181%
74 14.755 2238 2242 2247 rBV 94824 122409 10.04% 1.261%
75 14.835 2251 2255 2260 rVV5 14219 23039 1.89% 0.237%
76 15.103 2295 2299 2302 rBVv4 13734 22513 1.85% 0.232%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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

77 15.182 2308 2312 2313 rBV2 18807 22702 1.86% 0.234%
78 15.213 2313 2317 2322 rVV2 88019 124575 10.21% 1.283%
79 15.280 2324 2328 2331 rVV3 17716 24199 1.98% 0.249%
80 15.328 2331 2336 2342 rVB 196937 269941 22.13% 2.780%
81 15.493 2358 2363 2370 rVB 118211 164701 13.50% 1.696%
82 15.895 2423 2429 2434 rBV6 10062 25742 2.11% 0.265%
83 15.975 2436 2442 2449 rVV2 208167 341017 27.96% 3.512%
84 16.036 2449 2452 2456 rVB6 9252 15124 1.24% 0.156%
85 16.383 2502 2509 2516 rVB 32859 54191 4.44% 0.558%

Sum of corrected areas: 9709055
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2336-06
: 25.0mL/MSVOA_X/WATER
. 10

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51121\

: VX021894.D
: 11 May 2021 13:19

JC/MD

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 Ethane, 1,2-dichloro-1,1,2-... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
2.136 0.79 ug/L 30618 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,2-dichloro-1,1,2-trifl... 152 C2HC12F3 000354-23-4 59
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 14
3 Ethyl ether 74 C4H1e0 000060-29-7 11
4 Ethyl ether 74 C4H100 000060-29-7 11
5 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 10
Abundance Scan 172 (2.136 min): VX021894.D\data.ms (-166) (-) m/z 67.00 100.00%
67.0
117.0
5000 85.0
R RARRERY
H\‘ ‘ ‘ | 1520 1.80 2.00 2.20 2.40
O e e L e L m/z 117.00 61.93%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #25463: Ethane, 1,2-dichloro-1,1,2-trifluoro-
67.0
117.0
5000 UL L B R I B |
310 85.0 1.80 2.00 2.20 2.40
' m/z 85.00 42.41%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1236: Cyclopentene, 3-methyl-
67.0
\\‘\\\\‘\\\\‘\\A\\‘\\\\’
1.80 2.00 2.20 2.40
5000 m/z 59.00 38.81%
39.0
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #843: Ethyl ether ‘w““\“‘w““ﬁ“‘w
31.0 1.80 2.00 2.20 2.40
m/z 68.95 35.27%
5000 59.0
oL 130
m/z--> 0 20 40 60 80 100 120 140 160 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 2 unknown-01 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
4.221 0.83 ug/L 31835 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 47
2 n-Hexane 86 C6H14 000110-54-3 43
3 Oxalic acid, butyl propyl ester 188 C9H1604 1000309-25-6 33
4 Dichloroacetic acid butyl ester 184 C6H10C1202 029003-73-4 32
5 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 28

Abundance Scan 514 (4.221 min): VX021894.D\data.ms (-504) (-) m/z 57.10 100.00%

57.1
41.1
5000
86.0

| ‘ ‘ 3.80 4.00 4.20 4.40 4.60
“_Hw‘kuuhmupﬂm_‘mp‘u_ﬁ‘_uw‘HWH‘WHH‘HH“ m/z 41.10 79.30%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1779: Propanal, 2,2-dimethyl-
a10 °10
5000

3.80 4.00 4.20 4.40 4.60
86.0 m/z 43.10  55.34%

270 .
‘ “ ‘\‘ 71-0 Il
OH‘HH‘HH‘HH[\\H‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1821: n-Hexane
57.0
41.0

380400420440460

o

27.0 86.0
H M 71.0
O et et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #52069: Oxalic acid, butyl propyl ester
43.0 57.0 3.80 4.00 4.20 4.40 4.60

m/z 56.10  24.30%

5000 29.0
0 M L \ 73.0 89.0103.0 133.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19

Operator JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 (DEL) Alkane: Cyclic4.312 Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
4.312 0.74 ug/L 28465 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
4 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43
Abundance Scan 529 (4.312 min): VX021894.D\data.ms (-521) (-) m/z 56.10 100.00%
56.1
41.0 69.0
5000
A
‘ ‘ 84.3 4.00 4.20 4.40 4.60
o 3L m/z 41.85 53.32%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1493: Cyclopentane, methyl-
56.0
41.0
5000
69.0 4.00 4.20 4.40 4.60
270 84.0 m/z 69.05 51.79%
15.0 ‘
1
O \\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\‘\\\‘\w\‘\\\\‘\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
copto ey
4.00 4.20 4.40 4.60
41.0
5000 69.0 m/z 42.15 25.15%
28.0 M ‘ 84.0
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1491: Cyclopentane, methyl- H“‘H“‘H“‘H“‘H,
56.0 4.00 4.20 4.40 4.60
m/z 39.15 24.68%
5000 41.0
69.0
84.0
27.0 ‘ |
0 ‘H“H“H“_“W“H‘ﬂu“m b e
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\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.623 1.41 ug/L 54174 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 74
5 Heptane 100 C7H16 000142-82-5 47
Abundance Scan 744 (5.623 min): VX021894.D\data.ms (-735) (-) m/z 56.10 100.00%
56.1
43.0
5000 71.2
e T T
‘ ‘ ‘ 84.9 1002 5.40 5.60 5.80 6.00
0t el m/z 43.05 76.95%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
43.0 58.0
5000
290 71.0 5.40 5.60 5.80 6.00
m/z 57.20 66.40%
OH\’HH’HH’HH"HH’\‘\ \’\H\‘H\H‘HH‘HHMH\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
430 58.0
5.40 5.60 5.80 6.00
5000 m/z 41.10 49.91%
29.0 71.0
om0 |l 0
H‘W“w“u,‘uwwi‘wu",‘H‘_“w“u“u‘_“w
miz--> 10 20 30 40 50 60 70 80 90 100 J\
Abundance #3993: Pentane, 2,3-dimethyl- ‘H““‘W““‘H‘ﬁﬁﬁM
43.0 56.0 5.40 5.60 5.80 6.00
m/z 71.20 46.56%
5000
29.0 71.0
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 : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 Aziridine, 2,2-dimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
5.836 0.84 ug/L 32267 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Aziridine, 2,2-dimethyl- 71 C4HON 002658-24-4 53
2 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 47
3 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 47
4 Isopropylcyclobutane 98 C7H14 000872-56-0 47
5 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 40
Abundance Scan 779 (5.836 min): VX021894.D\data.ms (-768) (-) m/z 43.10 100.00%
431 561 701
5000
83.1
‘ 5.60 5.80 6.00 6.20
0brerererrrere el L e m/z 56.16 86.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #620: Aziridine, 2,2-dimethyl-
30.0 56.0
71.0
42.0
5000 \\\\‘\\\\A\\‘\\M
5.60 5.80 6.00 6.20
m/z 70.10 85.82%
6 |

Ly
\\‘\\\\‘\\\\\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6670: 1-Heptene, 4-methyl-
43.0 /\/\
Vit N

70.0 e e e
5.60 5.80 6.00 6.20

m/z 71.20  84.55%
5000 55.0
27.0
oltse Al L 210 o0 1120
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #19514: 2H-Pyran-2,6(3H)-dione, dihydro-4,4-dimethyl- S RARERRAEEALE S
56.0 5.60 5.80 6.00 6.20
m/z 41.10 80.82%
70.0
5000 41.0
27.0
b2l gl 982 J\WM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20

SFAMXTRO51021WMA.M Wed May 12 18:46:23 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19

Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
6.184 1.00 ug/L 38689 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methylene- 196 C14H28 019780-34-8 38
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 23
3 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 17
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 10
5 Oxirane, pentyl- 114 C7H140 005063-65-0 10
Abundance Scan 836 (6.184 min): VX021894.D\data.ms (-826) (-) m/z 70.15 100.00%

70.2
43.1
5000

5.80 6.00 6.20 6.40 6.60
b Ml 980wz 43.10  77.81%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58311: Tridecane, 3-methylene-
70.0

5.80 6.00 6.20 6.40 6.60

m/z 71.10 54.07%
o 150“ ‘ L 1970 1360 1670 196.0
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
70.0
41.0 A R L/ S
5.80 6.00 6.20 6.40 6.60
5000 m z 55.05 37.31%
15.0“ ‘98"0
ohh b r e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6722: 1-Hexene, 4,5-dimethyl-
43.0 5.80 6.00 6.20 6.40 6.60
m/z 56.10 36.65%

m/z-->

71.0
5000
15.0
0 | M Ul w \d 97.0 J\/\ﬁ\

20 40 60 80 100 120 140 160 180 200

SFAMXTRO51021WMA.M Wed May 12 18:46:23 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 (DEL) Alkane: Cyclic6.263 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
6.263 0.51 ug/L 19469 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 59
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 59
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 59
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 59
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 53
Abundance Scan 849 (6.263 min): VX021894. D\data ms (-844) (-) m/z 70.10 100.00%
551 70
41.1
5000
83.0
I R R une
‘ ‘ ‘ 98.3 6.00 6.20 6.40 6.60
0Lt il L msz 5510 95.29%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
56.0 7Q0.0
41.0
5000
270 6.00 6.20 6.40 6.60
83.0 9
‘ ‘ 98.0 m/z 56.00 94.05%
O \\\]-‘9\\‘1\4\)-\0\‘\\\!‘\\\\‘\‘\\\“\H ‘\‘\\\w ‘\\\\‘\\\\‘\\\1‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0 VAN J
“W‘H‘_“w‘u‘_“
6.00 6.20 6.40 6.60
5000 m/z 41.10 72.49%
27.0
98.0
‘ 83.0 ‘
ol 2o ta0 MMl bl L
miz--> 0 10 20 30 40 50 60 70 80 90 100 M\« M
Abundance #3409: Cyclopentane, 1,2-dimethyl-, cis- ‘H“W“H“,H“_“
56.0 70.0 6.00 6.20 6.40 6.60
41.0 m/z 69.10 48.33%
5000
) /\ Al
0 ‘H_"‘_m‘mlw‘}“wu‘l ‘wmw “““ LF ST A L SR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60

SFAMXTRO51021WMA.M Wed May 12 18:46:24 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 9 Acetic acid, cyano-, 1,1-di... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.378 2.90 ug/L 150161 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 72
2 2-Hexanol, methyl ether 116 C7H160 1000333-92-0 45
3 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 33
4 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9
5 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 9
Abundance Scan 1524 (10.378 min): VX021894.D\data.ms (-1519) (-  m/z 59.10 100.00%
59.1
5000
4Ll 10‘06 ‘10‘50‘
115.2 : :
o‘H‘mN‘MH‘M“‘5‘1"1“97"1‘HM,HH,H m/z 57.10 42.51%
m/z--> 20 40 60 80 100 120 140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
5000 = IL —
41.0 10.00 10.50
m/z 41.10 16.57%
0 \H \‘ \‘ I ‘ 12\60 142.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #8370: 2-Hexanol, methyl ether
59.0
oo Pl
10.00 10.50
5000 m/z 43.05 11.29%
43.0
ol ZO Ly 840 T80us0
miz--> 20 40 60 80 100 120 140
Abundance #3895: 4-Pentene-2-ol, 2-methyl = =
59.0 10.00 10.50
m/z 56.10 9.37%
5000 43.0
85.0
0"“2‘7(?“““HM;mH_MH‘HH,HH,H //\MJ\M i
m/z--> 20 40 60 80 100 120 140 10.00 10.50

SFAMXTRO51021WMA.M Wed May 12 18:46:25 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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, propyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.305 3.96 ug/L 214513 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 86
3 Benzene, propyl- 120 C9H12 000103-65-1 81

4 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2

000140-28-3 78
000706-03-6 64

Abundance Scan 1676 (11.305 min): VX021894.D\data.ms (-1669) (- m/z 91.10 100.00%
1

91.
5000
120.2 — -
39.1 ) 11.00 11.50
Obrrrerertbepcd bt 28%. m/z 120,20 22.01%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9408: Benzene, propyl-
91.0
5000 ‘A ‘ T
11.00 11.50
120.0 m/z 65.10 11.63%
39.0
O\H‘\‘\H“‘H‘\\"\‘H\“’\\!\‘\‘\H“H\\‘HH‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9406: Benzene, propyl-
91.0 j\
— A L
11.00 11.50
5000 m/z 92.10 10.36%
120.0
39.0
e S T N
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #9407: Benzene, propyl- “ P
91.0 11.00 11.50
m/z 78.10 6.66%
5000
120.0 A /\
39.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50

SFAMXTRO51021WMA.M Wed May 12 18:46:25 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 Benzene, 1-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.384 3.46 ug/L 187558 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 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): VX021894.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.1
— e
39.0 o 771 11.00 11.50
O a8 M 3393 106,10 36.12%
miz-> 20 40 60 80 100 120 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000 J\ : A
120.0 11.00 11.50
m/z 91.15 12.41%
77.0
0 \1\8‘0\ L \3\9“‘0\ T ‘\5\9‘{0‘\‘\ T \M‘ T \M T “1‘\ \‘\““\ L
miz-> 20 40 60 80 100 120 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
— S
11.00 11.50
5000 m/z 77.10 11.87%
120.0
9.0 77.
Y S M PR TN N ) Y N
miz--> 20 40 60 80 100 120 140 /\
Abundance #9422: Benzene, 1-ethyl-2-methyl- L
105.0 11.00 11.50
m/z 106.10 9.26%
5000
120.0
77.0
ol 280 . 0 WEQ i i el
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMXTRO51021WMA.M Wed May 12 18:46:26 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 4-Heptanone, 2,6-dimethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.573 0.95 ug/L 51272 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 70
2 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 64
3 5-Nonanone 142 C9H180 000502-56-7 59
4 3-Buten-2-o0l, 2,3-dimethyl- 100 C6H120 010473-13-9 53
5 2,4-Hexanedione, 5,5-dimethyl- 142 C8H1402 007307-04-2 53

Abundance Scan 1720 (11.573 min): VX021894.D\data.ms (-1715) (- m/z 85.10 100.00%
57.1

85.1
5000
41.0
142.1 bt
“ ‘ 109.0 " 11.50
0l SPEE L m/z 57.18 94.38%
miz--> 20 40 60 80 100 120 140
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 P :
41.0 11.50
m/z 41.05 36.89%
142.0
o150 o | ) | 1010
\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #19988: 4-Octanone, 2-methyl-
57.0
85.0 AT ‘
11.50
5000 41.0 ITI/Z 58.10 26.70%
142.0
o0 L Wl 1 mso . T
miz--> 20 40 60 80 100 120 140 m NJ\
Abundance #19926: 5-Nonanone ‘ A“‘"‘ CWAVIPLAS flov
57.0 85.0 11.50
m/z 43.05 17.14%
5000
41.0
142.0
L | S S e o\
m/z--> 20 40 60 80 100 120 140 11.50

SFAMXTRO51021WMA.M Wed May 12 18:46:27 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 13 Benzene, 1-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.616 3.96 ug/L 214569 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-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1727 (11.616 min): VX021894.D\data.ms (-1723) (- m/z 105.10 100.00%
105.1
5000
77.0 91.0
91 ez 0 M0 11.50 12.00
O et e e e m/z 120.20 30.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T A
1200 11.50 12.00
m/z 77.05 12.44%
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 #9422: Benzene, 1-ethyl-2-methyl- ﬁLN
105.0 ,A
MU M
11.50 12.00
5000 m/z 91.05 11.14%
120.0
77.0 91.0
N .00 VY S O N
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9423: Benzene, 1-ethyl-3-methyl- = A —
105.0 11.50 12.00
m/z 79.10 9.44%
5000
120.0
77.0 91.0 f\
39.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50 12.00

SFAMXTRO51021WMA.M Wed May 12 18:46:27 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.890 1.05 ug/L 56854 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 46
2 2-Tolyloxirane 134 CSH1e0 002783-26-8 46
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 46
4 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 46
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 38
Abundance Scan 1772 (11.890 min): VX021894.D\data.ms (-1765) (- m/z 105.10 100.00%
73.1 105.1
5000
55.1 \/\ A
1342 A My
290 il il sol) | | py
O o b e WSl e m/z 73.10  88.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14852: Benzene, (1-methylpropyl)-
105.0
5000 —— A A
11.50 12.00
134.0 ITI/Z 55.10 36.80%
27.0 51.0 77.0
OH‘HH‘HH“HH“‘HHi‘i\\\‘\‘\‘H‘H\m‘\\H“\\H‘\Hl\‘\\\\‘\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15278: 2-Tolyloxirane
105.0
- —
11.50 12.00
5000 m/z 43.10 19.04%
134.0
77.0
o"‘H"‘%Z(‘O‘Hu"ﬂ(?w”"‘M"WH‘“l!wwwwuw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14848: Benzene, (1-methylpropyl)- “ —
105.0 11.50 12.00
m/z 59.05 18.06%
5000
270 134.0
27.0 51.0 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 Dibutoxymethane Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.183 0.59 ug/L 32025 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibutoxymethane 160 C9H2002 002568-90-3 53
2 Hydrazine, 1,2-dipropyl- 116 C6H16N2 001615-83-4 32
3 Propane, 1-(chloromethoxy)-2-met... 122 C5H11Cl0 034180-11-5 32
4 2-[2-[2-[2-(2-Butoxyethoxy)ethox... 336 C16H3207 1000351-94-0 28
5 2-Ethyl-2-hydroxybutyric acid 132 C6H1203 003639-21-2 25
Abundance Scan 1820 (12.183 min): VX021894.D\data.ms (-1817) (- m/z 57.10 100.00%
57.1
87.2
5000
119.1
= —
39,0 12.00 12.50
159.1
) N “‘_mu‘mWMHM‘_‘H“_HWH m/z 87.20  71.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31402: Dibutoxymethane
57.0
5000 87.0 T T
20,0 12 00 12.50
m/z 119.05 30.02%
0 \‘ 117.0 159.0
\\\\‘\ \‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 60 80 100 120 140 160
Abundance #8258.Hydraﬂne,l,Z%ﬂpropyL
87.0 /\
iyl oA
12.00 12.50
m/z 41.10 28.51%
5000 45.0 116.0
27.0 ‘
oHH_H“Hm“wHl“‘_H“_\H_HJWHWHW
miz--> 20 40 60 80 100 120 140 160
Abundance #9771: Propane, 1-(chloromethoxy)-2-methyl-
57.0 12 00 12 50
m/z 134.15 11.66%
87.0
5000 M
29.0 M /\
ottt ‘ ‘Aﬁ‘ A oy
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 Benzene, 1-ethenyl-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.250 1.65 ug/L 89320 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 90
2 Benzene, 1,2-diethyl- 134 C1oH14 000135-01-3 86
3 Deltacyclene 118 C9H10 007785-10-6 83
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 83
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 66
Abundance Scan 1831 (12.250 min): VX021894.D\data.ms (-1824) (- m/z 117.10 100.00%
117.1
5000
911 134.2 /Jl
el pa, U
39.0 63.1 ‘ 12.00 12.50
0berrmprrmrreioere bl e M myz 105,10 84.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0
5000 A T T j\\/\ T /\\ \]\
91.0 12.00 12.50
m/z 119.15 77.27%
39.0 580
O \\‘HH‘HH‘H\\"\\HHM\‘!M‘\‘\\‘\H\p‘\\H"HH‘\‘H\’H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14837: Benzene, 1,2-diethyl-
105.0 M/\ A
wiisl o A
12.00 12.50
5000 1340 m/Z 118.29 53.83%
77.0
- I T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8953: Deltacyclene ‘ ‘Ah e fadh
117.0 12.00 12.50
m/z 115.10  38.57%
5000
39.0 910
65.0 ‘
Obreprerrprrreprrebrrbbptlee bbb e VIR A a4
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\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 17 Benzene, 1-methyl-4-propyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.469 0.97 ug/L 52328 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 93
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 90
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 90
4 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 87
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 86

Abundance Scan 1867 (12.469 min): VX021894.D\data.ms (-1863) (-~ m/z 105.10 100.00%
1

05.1
5000 /\A
134.1 Jv\/\ i
77.1 12.50
39.0
b 220l L1541 134,05 24.42%
m/z--> 20 40 60 80 100 120 140
Abundance #14857: Benzene, 1-methyl-4-propyl-
105.0
134.0 m/z 106.00 9.79%
77.0
O\\\‘2\7‘\'9\"\5\]7\.9“\‘\\\M‘\\‘i\‘h‘\\‘\“\\\‘\‘\\\\ 1
m/z--> 20 40 60 80 100 120 140
Abundance #14855: Benzene, 1-methyl-2-propyl- }ﬂ
105.0
TUANL o ML
12.50
5000 ITI/Z 77.10 8.01%
134.0
77.0
ol 150 390 570 0 4 ) ‘
et
miz--> 20 40 60 80 100 120 140 MM AJ\ N
Abundance #14860: Benzene, 1-methyl-4-propyl- A ‘
105.0 12.50
m/z 91.00 7.74%
5000
134.0
39.0 77.0 JLA
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\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 18 Benzene, (1-methoxypropyl)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.591 1.78 ug/L 96282 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methoxypropyl)- 150 C1eH140 059588-12-4 78
2 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 72
3 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 72
4 Phenol, 4-ethyl-2-methyl- 136 C9H120 002219-73-0 72
5 3-Methoxy-3-phenylpropyl chloride 184 C10H13ClO 1000370-35-5 64
Abundance Scan 1887 (12.591 min): VX021894.D\data.ms (-1882) (- m/z 121.10 100.00%
121.1
5000
51.1 ‘ 12.50
71.
0 "‘“"‘Wu‘ﬁJ,w‘u‘U‘uc“u“wwh““%59%‘ m/z 91.10 23.35%
m/z--> 20 40 60 80 100 120 140
Abundance #23737: Benzene, (1-methoxypropyl)-
121.0
5000 tA‘ AA\ ‘
12.50
7.0 m/z 77.18  22.58%
51.0
0 Z%O L1 \‘\ L ‘\ “ 103.0 L ‘ 150.0
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance #45308: Benzeneacetic acid, .alpha.-methoxy-, methyl es
A L
=l :
12.50
5000 m/z 122.10 9.60%
77.0
51.0 ‘ ‘
ot
miz--> 20 40 60 80 100 120 140
Abundance #26001: Benzaldehyde dimethyl acetal i — ‘A
121.0 12.50
m/z 105.10 7.00%
5000
77.0
150 300 °1° | ea0| | 1510 i
L L A e 4

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\VXe51121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19

Operator JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 19 Benzene, 1-methyl-3-(1-meth... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.719 0.98 ug/L 52851 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 87
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 81
5 p-Cymene 134 C10H14 000099-87-6 81
Abundance Scan 1908 (12.719 min): VX021894.D\data.ms (-1900) (-  m/z 119.10 100.00%
119.1
| M
91.0 oI M\‘N/‘\
o 651 ‘ | “ 148.3 12.50 13.00
) SRS o P P | T b m/z 105.10  43.70%
miz--> 20 40 60 80 100 120 140
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
110.0 /ﬂ
5000 N U =
91.0 12.50 13.00
m/z 134.05 26.82%
39.0 65.0 ‘
0 \1\5‘\-0‘ I \“‘\ \“V \““1‘\ T \‘H‘ i “‘U\ \“\H T \1\3§‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119.0 A A A
Pttt
12.50 13.00
5000 m/z 91.05 22.83%
91.0
390 650 | 135.0
Y v RO AR )
miz--> 20 60 80 100 120 140 al
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth e e
119.0 12.50 13.00
m/z 133.15 15.41%
5000
41.0 91.0 A
’ . 135.0
m/z--> 20 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 20 2,4-Nonadiyne Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.780 0.90 ug/L 48660 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Nonadiyne 120 C9H12 063621-15-8 70
2 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 50
3 Phthalan 120 C8H80 000496-14-0 50
4 m-Xylene, 5-chloro- 140 C8H9Cl 000556-97-8 46
5 Benzofuran, 2,3-dihydro- 120 C8H80 000496-16-2 46

Abundance Scan 1918 (12.780 min): VX021894.D\data.ms (-1913) (- m/z 105.10 100.00%

106.1
5000
140.0
391 080 W

‘ ‘ i 141.2 1250 13.00
e w‘ i W‘ L “‘m““hm e myz o1.10  78.81%

J\HJW
m/z--> 20 80 100 120 140
Abundance #9404.2A~N0nadee
105.0

o

5000
77.0 1250 1300
39.0 m/z 120.10  56.25%
15.0
O\\\‘\\\\“‘\\““\‘H\\M\“\\“\\““\\].\‘l\.o\\\‘\\\\
miz--> 20 80 100 120 140
Abundance #9385.Benzddehyde,aneﬂwL
91.0 )\\
Po s Al
120.0 12.50 13.00
5000 ' m/z 119.05 35.70%
65.0
39.0
miz-> 20 40 100 120 140 AA
Abundance #9359.Phthman - A ‘ ‘ ‘AJR‘
91.0 12.50 13.00
m/z 140.00 33.16%
5000
65.0 120.0
0 18.0 \ I \“ ‘H . H e :

miz--> 20 40 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 21 Benzene, 1-chloro-2,3-dimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.811 2.44 ug/L 132242  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 94
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 94
4 Benzene, 2-chloro-1,4-dimethyl- 140 C8H9Cl 000095-72-7 93
5 m-Xylene, 5-chloro- 140 C8HOC1l 000556-97-8 93

Abundance Scan 1923 (12.811 min): VX021894.D\data.ms (-1920) (- m/z 105.10 100.00%

106.1
5000 140.1 /J\
77.1
51.0 ‘ | 4 12:50 13.00
0b e el 1230 m/z 140.05  41.41%
miz--> 20 40 60 80 100 120 140
Abundance #18614: Benzene, 1-chloro-2,3-dimethyl-
105.0
5000 - —r
140.0 12.50 13.00
51.0 77.0 m/z 77.10 21.77%
O\\\‘2\7\0\\“\\“\‘\\\H\‘H‘\\‘\\“‘\‘\\\‘2\*%\\\ L
miz--> 20 40 80 100 120 140
Abundance #18619: Benzene, 4-chloro-1,2-dimethyl-
105.0 JMN\/\
12. 50 13. 00
5000 140.0 m/z 125.10 21.77%
L T N
miz-> 20 40 60 80 100 120 140
Abundance #18615: Benzene, 4-chloro-1,2-dimethyl- Loy Pey i
105.0 12.50 13.00
m/z 103.10 15.68%
5000
140.0
510 770
70 b ) )
o‘H_‘m_mu‘Hmh‘_JH“\‘HW“MHH VA NI
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\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 22 unknown-03 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.975 1.17 ug/L 63345 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 3,4-dimethyl- 121 C8H11N 000095-64-7 43
2 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 43
3 Benzene, (3-iodo-1-methoxypropyl)- 276 C1OH13I0 1000327-31-9 43
4 2-(4-Methoxyphenyl)ethanol 152 C9H1202 000702-23-8 43
5 Benzene, (1-methoxypropyl)- 150 C1eH140 059588-12-4 43
Abundance Scan 1950 (12.975 min): VX021894.D\data.ms (-1942) (-  m/z 121.20 100.00%
121.2
5000 57.1
i
1.
0 152.3 13.00
0+ m/z 57.15 40.42%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #9600: Benzenamine, 3,4-dimethyl-
121.0
5000 — 1
13.00
270 m/z 41.10  33.04%
9.0
O\H’\‘\H“h\\“!‘“\H“\“H\‘Hi\\‘}“\“M\\‘MHH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26003: Benzaldehyde dimethyl aceta
121.0
——
13.00
5000 m/z 43.05 28.05%
77.0
ol 390 “ || | 1520
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123700: Benzene, (3-iodo-1-methoxypropyl)- P
121.0 13.00
m/z 71.10 22.44%
5000
77.0
0L 320 || .l 1550 276.(
b e e e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 23 Benzene, 2,4-dichloro-1-met... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.048 0.77 ug/L 41652 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dichloro-1-methyl- 160 C7H6C12 000095-73-8 96
2 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 94
3 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 93
4 Benzene, 2,4-dichloro-1-methyl- 160 C7H6C12 000095-73-8 93
5 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 91

Abundance Scan 1962 (13.048 min): VX021894.D\data.ms (-1957) (- m/z 125.10 100.00%
125.1

57.1
5000
89.1 160.1
WA

39 13.00
0! 57.10 55.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31194: Benzene, 2,4-dichloro-1-methyl-
125.0
5000
89.0 160.0 13 00

63.0 85.10  33.83%

39.0 ‘
‘H‘HHH“\“\MH“ H““m‘\”\ﬂ“””‘ M
m/z--> 20 40 60 80 100 120 140 160
Abundance #31192: Benzene, 1,3-dichloro-2-methyl-
125.0

o

13 00
5000 m/z 89.10 33.83%
89.0 160.0
63.0
00 e a070
(| ST ““““,““,““‘ e e
miz--> 20 40 80 100 120 140 160 A
Abundance #31193: Benzene, 1,2-dichloro-3-methyl- “/‘L\ : ‘A/’\‘ pofob
125.0 13.00

m/z 127.00  31.99%

5000 89.0
63.0 160.0
39.0
0 15.0 H‘ | \M “‘\ “H Ll \p'70 WJ n )l A‘Aj\‘ ‘ A AA

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\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.268 0.83 ug/L 44835 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Dodecane 170 C12H26 000112-40-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1998 (13.268 min): VX021894.D\data.ms (-1995) (- m/z 57.10 100.00%
57.1

5000
—— —
13.00 13.50
113.2 170.1
om_‘HMM“‘_J‘:‘,!HJ‘WsmH‘lf“l‘?’www_‘ m/z 43.10 87.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38316: Dodecane
43.0
71.0
5000 — —
13.00 13.50
m/z 71.10 57.83%
‘ ‘ H 98.0 127.0 170.0
O\\\‘\‘\\\‘i‘\\\\‘\\“\\’1\\\H‘\\U\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57.0
—— —
13.00 13.50
5000 m/z 41.05 42.01%
85.0
29.0
L0 o e
Y B O Y R . R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane T —
57.0 13.00 13.50
m/z 85.10 36.62%
5000 85.0
29.0
om_u\wm\_m‘,wmwﬂlﬁ?‘&f‘&?“‘lﬁeo“%9?9 Pt 42
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 25 unknown-04 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.298 0.55 ug/L 29871 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-bromo-1,4-dimethyl- 184 C8H9Br 000553-94-6 46
2 p-Ethylbenzenesulfonic acid 186 C8H1003S 000098-69-1 38
3 Benzene, 2-bromo-1,3-dimethyl- 184 C8H9Br 000576-22-7 38
4 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 35
5 Benzene, 1-bromo-2,3-dimethyl- 184 C8H9Br 000576-23-8 35
Abundance Scan 2003 (13.298 min): VX021894.D\data.ms (-2001) (- m/z 105.10 100.00%
105.1
5000
77.0 184.1
149.2 S N
41.1 »s ‘ 13.00 13.50
ol Wtz 2 L m/z 107.00  47.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49218: Benzene, 2-bromo-1,4-dimethyl-
105.0
5000 184.0 A A /‘\W’\/\\ : A bl
51.0 77.0 : 13.00 13.50
’ m/z 77.05 40.22%
0 \\\‘2\7‘\.(\)\“‘\\‘1‘\““‘\‘H J“”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50625: p-Ethylbenzenesulfonic acid
105.0
&AfﬁMh =
13.00 13.50
5000 m/z 103.10 33.86%
77.0 186.0
51.0
L e T MJ 13801580 L -
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #49220: Benzene, 2-bromo-1,3-dimethyl- P |
105.0 13.00 13.50
m/z 184.05 33.63%
5000 184.0
51.0 77.0
27.0
ol ’ 14‘13.0 —— A
R e P —
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19

Operator JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 26 1,3-Butadiene, 1,1,2,3,4,4-... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.725 1.11 ug/L 59977 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene, 1,1,2,3,4,4-hexac 258 C4Cl6 000087-68-3 99
2 1,3-Butadiene, 1,1,2,3,4,4-hexac 258 C4Cleé 000087-68-3 99
3 1,3-Butadiene, 1,1,2,3,4,4-hexac 258 C4Cle 000087-68-3 99
4 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Clé6 000087-68-3 99
5 2-Bromo-6-chloro-4-fluoroaniline 223 C6H4BrClFN 201849-14-1 25

Abundance Scan 2073 (13.725 min): VX021894.D\data.ms (-2068) (- m/z 224.90 100.00%

224.9
118.0
5000 190.0
47.0
830 261.8 T ‘ T T ‘ T
m.
Y S— “w‘«MUJH‘1“‘!“\‘w\‘unmw:m_u‘“_mew m/z 226.90  60.48%
miz--> 20 40 60 80 100120140160 180200220240 260
Abundance #109398: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro-
225.0
5000 190.0 e —
118.0 260.0 13.50 14.00
470 830 ‘ H530 ‘ ‘ m/z 222.96  59.70%
O]\-\Z\\O‘\\\}‘\‘”\\‘H‘f‘f“‘U\\M‘\H\\“‘HMH‘H\H\“HH‘\H‘\‘HH‘\H\‘HH“!\H
miz--> 20 40 60 80 100120140160 180200220 240260
Abundance #109400: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro-
225.0
e e
118.0 13.50 14.00
m/z 118.00  55.36%
5000 470 g30 188.0 260.0 /
FS'O ‘
oww”
miz--> 20 40 60 80 100120140160 180200220 240260
Abundance #109399: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro- ot ——
225.0 13.50 14.00
m/z 190.00  46.19%
5000 118.0 190.0
260.0
470 83.0 FSO
ok2.0 | — —
miz--> 20 40 60 80 100120140160 180200220 240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 27 (DEL) Alkane: Cyclic14.524 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.524 0.86 ug/L 46322 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 50
2 Cyclohexane, (2-methylpropyl)- 140 C1eH20 001678-98-4 50
3 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 49
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 45
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 43
Abundance Scan 2204 (14.524 min): VX021894.D\data.ms (-2198) (-] 55.10 100.00%
55.1 83.1
140.2
5000
1211
168.2
‘ ‘ 14 50
0 UV 1 N PR m/z 83.10 89.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55.0 83.0
5000
14 50
27.0 140.0 m/z 69.00 67.94%
o | 1120 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #18026: Cyclohexane, (2-methylpropyl)-
55.0 83.0
14 50
5000 m/z 41.10 66.28%
TUA L Lo 2
112.0
oHH_Hum ‘mm‘MHl‘ww_uwlww_m
miz--> 40 60 80 100 120 140 160
Abundance #17993: 3-Octene, 2,2-dimethyl-
69.0 14 50
m/z 140.2 51.70%
5000 41.0
97.0
‘ ‘ ‘ 140.0
O\\H‘\‘\‘H‘i“uww‘\‘m \H‘M‘\\‘1“\\\\‘\‘\\\l\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 14 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19

Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.755 2.26 ug/L 122409 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tetradecane 198 C14H30 000629-59-4 94
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 87
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 86

Abundance Scan 2242 (14.755 min): VX021894.D\data.ms (-2238) (- m/z 57.10 100.00%
57.1

‘ 14.50 15.00
112. 2 143.1 198.2 : :
S w!‘, A e L T 1698 2T m/z 43.10 78.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
5000 S —=
85.0 14.50 15.00
290 m/z 71.05 67.17%
\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
= 5
14.50 15.00
5000 85.0 m/z 41.05 45.32%
29.0
o i L3190 1410 1650 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59879: Tetradecane T —
57.0 14.50 15.00
m/z 85.10 43.92%
5000 85.0
29.0
0 I | ) 130 1410 1690 1980
H‘,"H,““W““‘H‘“‘H““‘_““‘H““‘w“ e =
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 29 Biphenyl Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.213 2.30 ug/L 124575 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 86
2 Biphenyl 154 C12H1e 000092-52-4 86
3 Biphenyl 154 C12H10 000092-52-4 70
4 Biphenyl 154 C12H1e 000092-52-4 70
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 70
Abundance Scan 2317 (15.213 min): VX021894.D\data.ms (-2313) (- m/z 154.10 100.00%
154.1
5000 57.1
85.2 IR 1
1152 _ 15.00 15.50
Ottt ey L 1833 28le nyz s7.10 41.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27103: Bipheny
154.0
5000 e, =l
15.00 15.50
76.0 m/z 153.20  39.05%
O ’\\3\\9“.\()\“!‘\“h\\H\“\‘\‘\\‘a‘\]-\?‘.ﬁ\\“H‘H\‘H\\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27108: Bipheny
154.0
= —
15.00 15.50
5000 m/z 43.10 34.17%
7e0 115.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27107: Biphenyl T ™
154.0 15.00 15.50
m/z 152.15 26.69%
5000
76.0
‘ 115.0
O ettt e e —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 30 Diphenyl ether Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.329 4.99 ug/L 269941 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 91
3 Diphenyl ether 170 C12H100 000101-84-8 90
4 Diphenyl ether 170 C12H100 000101-84-8 87
5 Spiro[cyclopropane-1,1'(4'H)-nap... 170 C12H100 033498-24-7 58
Abundance Scan 2336 (15.328 min): VX021894.D\data.ms (-2331) (- m/z 170.15 100.00%
170.2
141.2
5000 77.1
1 — ——
37 || 11]l2 ( 15.00 15.50
Ot et bbb gl e e e 200 m/z 141.15 69.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38284: Diphenyl ether
170.0
5000 [ ——
51.0 141.0 15.00 15.50
m/z 77.10 48.69%
| |y, %40 | ‘ H
0 ’\WH“\H‘\“M‘\H\h{“\‘H‘\‘\HH\H\‘iuu‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #38286: Diphenyl ether
170.0
— —
15.00 15.50
m/z 51.05 41.87%
5000 0 1410
39.0 ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38285: Diphenyl ether e R
170.0 15.00 15.50
m/z 142.15 38.18%
5000
77.0 141.0
39.0‘ ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.493 3.04 ug/L 164701 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Pentadecane 212 C15H32 000629-62-9 96
3 Tetradecane 198 C14H30 000629-59-4 91
4 Hexadecane 226 C1l6H34 000544-76-3 91
5 Tetradecane 198 C14H30 000629-59-4 91

Abundance Scan 2363 (15.493 min): VX021894.D\data.ms (-2358) (-  m/z 57.05 100.00%
57.0

15.50
99.2 .
141.3 212.2 .
om_m\‘;H‘h‘,‘“‘m,\‘wm_wH‘m‘u_ﬁ?‘-?ﬁ,”:WH_W%?‘&-; m/z 43.10 74.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71394: Pentadecane
57.0
5000 L
15.50
m/z 71.10 62.63%
99.0
0 \\\2‘1"\0\“‘}HHH"\\H}\"‘1‘\H““H”\‘\“\1\4\%.\(\)‘\‘\%\8’2\;\0\’2\]\-%-8\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71393: Pentadecane
57.0
o
15.50
5000 ITI/Z 85.10 42.46%
99.0
ol A h 4410 18302120
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59880: Tetradecane o
57.0 15.50
m/z 41.05 37.00%
5000
27“-0‘ | | 99"0 1410  198.0
Orrrprletb e b b et e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 32 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.975 6.30 ug/L 341017 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 95
2 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 95
3 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 91
4 Bicyclo[6.3.0]undec-1(8)-en-3-on... 220 C15H240 1000164-02-7 38
5 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 20
Abundance Scan 2442 (15.975 min): VX021894.D\data.ms (-2436) (- m/z 177.20 100.00%
177.2
4t 135.2
67.1 :
5000 911 220.3
16 00
(o} m/z 41.10 61.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
17y7.0
220.0
41.0
5000
67.0 135.0 16 00
95.0 ‘ m/z 135.20 53.38%
0 ‘H_\‘\‘“MMW\W‘\HHHH‘ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
220.0 16.00
5000 41.0 m/z 67.18  49.79%
67.0 135.0
95.0 ‘
obz2d L b b L L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0 220.0 16 00
m/z 149.20 43.97%
41.0
5000 67.0 135.0
91.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

16.383 1.00 ug/L 54191 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Hexadecane 226 C16H34 000544-76-3 95
3 Hexadecane 226 C16H34 000544-76-3 94
4 Hexadecane 226 Cl6H34 000544-76-3 94
5 Tetradecane 198 C14H30 000629-59-4 91

Abundance Scan 2509 (16.383 min): VX021894.D\data.ms (-2502) (-  m/z 57.10 100.00%
57.1

T T T R
99.2
| h | 12 sss 2265  ggy.  10:0016.2016401660
Ot mwmh‘mthmwh‘wuw‘HWHH‘HHM‘H_HW‘HWH m/z 43.10 74.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83024: Hexadecane
57.0
5000 | L L L
16.0016.2016.4016.60
m/z 71.05 65.68%
27,0
0 ‘ | H\ H\ \\\9% Ow 141 0 1830 226.0
H‘HH‘\\H‘\H\‘H\\‘\\H’\\H‘\H\‘\\H‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83023: Hexadecane
57.0
T TRy
16.0016.2016.4016.60
5000 m/z 85.10 46.00%
99.0
0 27‘ ‘ \ [} n‘ L \141 0 1830 226.0
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83025: Hexadecane R e A Aaa
57.0 16.0016.2016.4016.60
m/z 41.10 36.59%
5000 J\\J\\’v
o 27.0 ‘ L | H‘ 990 1410 1830 226.0
e e e e e e e e e T T R
m/z--> 20 40 60 80 100120140160180200220240260280 16.0016.2016.4016.60

SFAMXTRO51021WMA.M Wed May 12 18:46:40 2021 Page: 36



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021894.D

Acqg On : 11 May 2021 13:19
Operator : JC/MD

Sample : M2336-06

Misc : 25.0mL/MSVOA_X/WATER

ALS Vvial : 10 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|
Ethane, 1,2-dic... 2.136 0.8 ug/L 30618 1 6.769 192682 5.0
unknown-01 4.221 0.8 ug/L 31835 1 6.769 192682 5.0
(DEL) Alkane: C... 4.312 0.7 ug/L 28465 1 6.769 192682 5.0
(DEL) Alkane: S... 5.623 1.4 ug/L 54174 1 6.769 192682 5.0
Aziridine, 2,2-... 5.836 0.8 ug/L 32267 1 6.769 192682 5.0
(DEL) Alkane: S... 6.184 1.0 ug/L 38689 1 6.769 192682 5.0
(DEL) Alkane: C... 6.263 0.5 ug/L 19469 1 6.769 192682 5.0
Acetic acid, cy... 10.378 2.9 ug/L 150161 2 10.055 259275 5.0
Benzene, propyl- 11.305 4.0 ug/L 214513 3 12.024 270681 5.0
Benzene, 1l-ethy... 11.384 3.5 wug/L 187558 3 12.024 270681 5.0
4-Heptanone, 2,... 11.573 0.9 ug/L 51272 3 12.024 270681 5.0
Benzene, 1l-ethy... 11.616 4.0 ug/L 214569 3 12.024 270681 5.0
unknown-02 11.890 1.1 ug/L 56854 3 12.024 270681 5.0
Dibutoxymethane 12.183 0.6 ug/L 32025 3 12.024 270681 5.0
Benzene, 1l-ethe... 12.250 1.6 ug/L 89320 3 12.024 270681 5.0
Benzene, 1-meth... 12.469 1.0 ug/L 52328 3 12.024 270681 5.0
Benzene, (1-met... 12.591 1.8 ug/L 96282 3 12.024 270681 5.0
Benzene, 1-meth... 12.719 1.0 ug/L 52851 3 12.024 270681 5.0
2,4-Nonadiyne 12.780 0.9 ug/L 48660 3 12.024 270681 5.0
Benzene, 1-chlo... 12.811 2.4 ug/L 132242 3 12.024 270681 5.0
unknown-03 12.975 1.2 ug/L 63345 3 12.024 270681 5.0
Benzene, 2,4-di... 13.048 0.8 ug/L 41652 3 12.024 270681 5.0
(DEL) Alkane: S... 13.268 0.8 ug/L 44835 3 12.024 270681 5.0
unknown-04 13.298 0.6 ug/L 29871 3 12.024 270681 5.0
1,3-Butadiene, ... 13.725 1.1 ug/L 59977 3 12.024 270681 5.0
(DEL) Alkane: C... 14.524 0.9 ug/L 46322 3 12.024 270681 5.0
(DEL) Alkane: S... 14.755 2.3 ug/L 122409 3 12.024 270681 5.0
Biphenyl 15.213 2.3 ug/L 124575 3 12.024 270681 5.0
Diphenyl ether 15.329 5.0 ug/L 269941 3 12.024 270681 5.0
(DEL) Alkane: S... 15.493 3.0 ug/L 164701 3 12.024 270681 5.0
2,5-Cyclohexadi... 15.975 6.3 ug/L 341017 3 12.024 270681 5.0
(DEL) Alkane: S... 16.383 1.0 ug/L 54191 3 12.024 270681 5.0
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