LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\SOMXTR100220WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.386 43 49 53 rBvV 45692 47933 1.62% 0.252%
1.453 53 60 65 rBv2 36761 132693 4._.49% 0.699%
100 106 rVB 41063 50899 1.72% 0.268%
2.343 198 206 216 rVB 83024 138564 4.69% 0.730%
2.824 277 285 286 rBV 65736 106630 3.61% 0.562%

abrwWNPEF
=
)}
(o}
(9}
(o}
(9}

6 2.867 286 292 302 rVB 359306 759485 25.70% 4 _000%
7 3.147 327 338 355 rBV 649870 1451385 49.12% 7.645%
8 3.495 386 395 411 rBV 1323452 2954736 100.00% 15.563%
9 4.111 485 496 511 rBV 96684 301329 10.20% 1.587%
10 4.275 513 523 530 rBV3 82687 245311 8.30% 1.292%

11 4_367 530 538 552 rvB2 287840 840483 28.45% 4.427%
12 4_556 554 569 581 rBvV2 40268 175888 5.95% 0.926%
13 5.135 652 664 686 rBv2 59053 195912 6.63% 1.032%
14 5.549 723 732 743 rBv4 21722 68427 2.32% 0.360%
15 6.043 801 813 831 rBv3 129720 391088 13.24% 2.060%

16 6.824 929 941 950 rBV 135193 364380 12.33% 1.919%
17 7.153 986 995 1011 rVB6 38175 127701 4._.32% 0.673%
18 7.366 1021 1030 1036 rBV 84917 186112 6.30% 0.980%

19 7.823 1098 1105 1114 rVB4 20678 45783 1.55% 0.241%
20 8.006 1125 1135 1147 rBVS5 26327 64007 2.17% 0.337%
21 8.238 1166 1173 1176 rBV3 19852 37624 1.27% 0.198%
22 8.323 1183 1187 1189 rVVv 36743 55015 1.86% 0.290%
23 8.366 1189 1194 1200 rVB3 98937 181472 6.14% 0.956%
24 8.482 1208 1213 1216 rBV 36051 55276 1.87% 0.291%
25 8.555 1221 1225 1233 rVB2 24835 51242 1.73% 0.270%

26 8.646 1233 1240 1243 rBV2 112140 211769 7.17% 1.115%
27 8.695 1243 1248 1256 rVB 218689 386938 13.10% 2.038%
28 8.817 1262 1268 1273 rBV 94435 160288 5.42% 0.844%
29 8.951 1285 1290 1294 rBV 84651 135007 4._.57% 0.711%
30 9.018 1294 1301 1309 rvv2 295518 533315 18.05% 2.809%

31 9.146 1312 1322 1327 rBV 89492 151774 5.14% 0.799%
32 9.335 1346 1353 1357 rvVvB2 20717 37841 1.28% 0.199%
33 9.427 1362 1368 1377 rVV 340075 506453 17.14% 2.668%
34 9.549 1381 1388 1393 rVvv3 72749 148489 5.03% 0.782%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1I\MSVOA_X\METHOD\SOMXTR100220WMA .M
Title - TRACE VOA SOMO1.0

35 9.604 1393 1397 1401 rVvVv 59359 93735 3.17% 0.494%
36 9.658 1401 1406 1411 rVvVv 88845 142043 4.81% 0.748%
37 9.738 1415 1419 1424 rVV3 27996 44488 1.51% 0.234%
38 9.872 1434 1441 1449 rVvv4 27752 72661 2.46% 0.383%

39 10.097 1473 1478 1479 rVV 316535 417162 14.12% 2.197%
40 10.122 1479 1482 1487 rVV 519097 705456 23.88% 3.716%

41 10.341 1509 1518 1524 rVV3 26192 67704 2.29% 0.357%
42 11.231 1657 1664 1674 rBVY 101590 158650 5.37% 0.836%
43 11.420 1691 1695 1701 rVVv2 31638 64690 2.19% 0.341%
44 11.493 1701 1707 1709 rVv2 24719 51060 1.73% 0.269%
45 11.652 1729 1733 1740 rVB5 18127 35492 1.20% 0.187%

46 11.792 1752 1756 1766 rVB 76867 110965 3.76% 0.584%
47 12.006 1783 1791 1795 rBV 130374 186140 6.30% 0.980%
48 12.060 1795 1800 1807 rVvv2 332821 660355 22.35% 3.478%
49 12.127 1807 1811 1817 rVB3 23148 45705 1.55% 0.241%
50 12.207 1821 1824 1833 rVBS8 15847 29594 1.00% 0.156%

51 12.304 1833 1840 1844 rBV2 71867 137374 4._.65% 0.724%
52 12.359 1844 1849 1855 rVB2 370811 537372 18.19% 2.830%

53 12.463 1858 1866 1869 rBvV4 38636 60718 2.05% 0.320%
54 12.505 1869 1873 1878 rVB 51153 75160 2.54% 0.396%
55 12.573 1878 1884 1885 rBV 70387 88831 3.01% 0.468%
56 12.591 1885 1887 1891 rVVv 70264 79562 2.69% 0.419%

57 12.652 1893 1897 1905 rVB 143942 183420 6.21% 0.966%
58 12.762 1910 1915 1920 rVB4 70736 129521 4._.38% 0.682%
59 12.835 1922 1927 1929 rBV2 39266 53748 1.82% 0.283%
60 12.890 1933 1936 1939 rVB 40913 46400 1.57% 0.244%

61 12.963 1939 1948 1951 rBV2 107714 198299 6.71% 1.044%
62 13.005 1951 1955 1961 rVB 173872 241351 8.17% 1.271%
63 13.060 1961 1964 1970 rBV2 63938 115244 3.90% 0.607%
64 13.152 1974 1979 1981 rBV3 22797 33042 1.12% 0.174%
65 13.200 1981 1987 1992 rVB5 60016 114094 3.86% 0.601%

66 13.292 1998 2002 2005 rBV3 88229 141882 4._80% 0.747%
67 13.335 2005 2009 2013 rVB2 119845 171968 5.82% 0.906%
68 13.414 2018 2022 2026 rVV2 77526 129185 4._37% 0.680%
69 13.463 2026 2030 2038 rVB7 47243 115172 3.90% 0.607%
70 13.548 2038 2044 2047 rBV2 34608 62608 2.12% 0.330%

71 13.621 2052 2056 2065 rBV3 130316 269228 9.11% 1.418%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1I\MSVOA_X\METHOD\SOMXTR100220WMA .M
Title - TRACE VOA SOMO1.0
72 13.719 2067 2072 2079 rBv4 48838 81179 2.75% 0.428%

73 13.883 2094 2099 2106 rVB4 82853 156148 5.28% 0.822%
74 13.969 2106 2113 2117 rBV3 58611 115109 3.90% 0.606%

75 14.115 2133 2137 2140 rBV2 60115 80008 2.71% 0.421%
76 14.255 2156 2160 2170 rVB3 69227 134059 4._.54% 0.706%
77 14.359 2174 2177 2182 rVB2 49877 61646 2.09% 0.325%
78 14.414 2182 2186 2189 rBV 44662 51950 1.76% 0.274%
79 14.456 2189 2193 2199 rVB6 29502 50579 1.71% 0.266%

80 14.523 2199 2204 2209 rBv4 52531 105497 3.57% 0.556%

81 14.658 2222 2226 2228 rBV2 134199 183123 6.20% 0.965%

82 14.712 2233 2235 2240 rVB2 55086 62923 2.13% 0.331%
83 14.767 2240 2244 2247 rBv4 22794 34468 1.17% 0.182%
84 14.828 2250 2254 2257 rVV2 36953 60850 2.06% 0.321%
85 14.859 2257 2259 2262 rVV3 33549 50714 1.72% 0.267%
86 14.889 2262 2264 2269 rVV3 39493 44927 1.52% 0.237%
87 14.950 2271 2274 2280 rVB5 18189 34158 1.16% 0.180%
88 15.096 2291 2298 2301 rBvVS8 14892 32153 1.09% 0.169%
89 15.231 2315 2320 2322 rBvV2 67769 103458 3.50% 0.545%
90 15.426 2347 2352 2355 rBvVY 30124 46855 1.59% 0.247%
91 15.462 2355 2358 2364 rVB7 21948 37535 1.27% 0.198%
92 15.529 2364 2369 2374 rBvV 54175 86996 2.94% 0.458%
93 15.670 2387 2392 2395 rVV 54490 98915 3.35% 0.521%
94 15.706 2395 2398 2407 rVB 32858 59413 2.01% 0.313%
95 16.145 2465 2470 2477 rBV7 19208 41575 1.41% 0.219%
Sum of corrected areas: 18985566
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
VX018814.D

07 Oct 2020 16:24

JC/SP

L4240-03DL 40X

25.0mL/MSVOA X/WATER

6 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

0!

Time--> 1.20

TIC: VX018814.D
349

3.15

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance

1200000

1000000

800000

600000

400000

200000

04
Time-->

6.50

TIC: VX018814.D

10.00

10.50

9.00

Abundance

1200000

1000000

800000

600000

400000

200000
11.65

1
11.79

TIC: VX018814.D

12.06 12.36

12.65 14.66

1335 T H2:

13.01
2.

2 1333 1362

$35,113.73388074. 14428 g, 15.23

.10/, 105 71

16.15

Time-->

T = — — — — — T — —r—T —
15.00

T T T —T —T— 7 — ™ — T
12.00 12.50 13.00 13.50 14.00 14.50 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Sulfur dioxide Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

1.45 1.82 ug/L 132693 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Sulfur dioxide 64 02S 007446-09-5 83
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
5 Dihydropyrimidine-2-methyl thios... 208 C5H8N203S2 1000256-28-8 9

Abundance Scan 60 (1.453 min): VX018814.D (-53) (-) m/z 63.95 100.00%
64
48
5000
rprrerpTTTT T T T T T T
120 140 160 1.80
Obrrrrprrrrprbrr oo ot 42 e 2 22 m/z 47.95  59.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #357: Sulfur dioxide
64
5000 48 I S N R
120 140 160 1.80
m/z 66.00 4 .88%
16 32
0"'ll"l'l"" "" IR DA S D N N N N e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
64
i Bt
120 140 160 1.80
5000 m/z 49.80 1.64%
32
0'"'I"''I'"'I""I""I""I""I"" SR N N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6177: Aminomethanesulfonic acid \A.A{\. R B
64 120 140 160 1.80
m/z 75.80 0.88%
5000 48
17
0 2 %
mzs 3 Ao o Ba 100 130 10 180 1k 20 30 2k 288 120 140 160 180
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown-01 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

2.82 1.46 ug/L 106630 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. pentvl ester 164 C7H13Cl02 005411-55-2 38
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 35
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 25
4 Butvrolactone 86 C4H602 000096-48-0 22
5 1,2,4,5-Tetrazine, 1,4-dihydro-3... 112 C4H8N4 037454-64-1 16

Abundance Scan 284 (2.818 min): VX018814.D (-277) (-) m/z 42.95 100.00%
43
5000
71
84 [T Ty
55 101 116 155 007 2.40 2.60 2.80 3.00 3.20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34025: Acetic acid, chloro-, pentyl ester
43 70
55
5000 AR RN RS LA
2.40 2.60 2.80 3.00 3.20
95 m/z 41.00 54 _40%
m/z--> 25 Jo eb 85 160 150 1&0 160 1§0 260
Abundance
43
240 2.60 2.80 3.00 3.20
5000 m/z 71.00 30.17%
71
27 55
15 86
G S S I I WL LA L B L I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1830: Butane, 2,3—dimethy|— | B LA N B
42 2.40 2.60 2.80 3.00 3.20
m/z 39.10 23.56%
5000
71
27 ‘
55 86
0'}?wh'JU'“kw"'wh"w'"w"'w"'w"'w"'w"' RS SR R
m/z--> 200 40 60 80 100 120 140 160 180 200 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.87 10.42 ug/L 759485 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 83
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 64
3 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 45
4 Pentane. 2-bromo- 150 C5H11Br 000107-81-3 39
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38

Abundance Scan 293 (2.873 min): VX018814.D (-286) (-) m/z 43.10 100.00%
43
5000 1
2 260 280 3.00 3.20
o el L 88 203 021 oo7 245t hn A A5
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1823: Pentane, 2-methyl-
43
5000 U UL R R
= 2.60 2.80 3.00 3.20
27 m/z 71.10 47 .47%
‘ 57 ‘ 86
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
260 280 3.00 3.20
5000 m/z 41.05 43.27%
27 71
14 > 86
o R B R R I B L SRR LA LA LRSS RAARE B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4476: 1-Butanol, 2,3- dlmethyl LI L L B L L B LB
43 2.60 2.80 3.00 3.20
m/z 39.00 21.54%
5000 1
2
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

3.15 19.92 ug/L 1451390 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 78
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 64

Abundance Scan 338 (3.147 min): VX018814.D (-327) (-) m/z 57.10 100.00%

g7
41
5000

71 g6 2.80 300 320 3.40
0 o, A 138 16 207223 "m/z 56.10 87.57%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000 LI L I L L L L L L L B

2.80 3.00 3.20 3.40
m/z 41.00 65.10%
| ‘ \‘ b

1 15 71 86
A i |
T T T T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
57

2.80 3.00 3.20 3.40

o

5000 - 4 m/z 43.10 23.32%
15 71 g6
o
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #1827: Pentane, 3-methyl-
57 2.80 3.00 3.20 3.40

m/z 39.00 19.87%

29 41
5000
71
) s | || | s

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.49 40.54 ug/L 2954740 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 59
4 Furan. tetrahvdro-3-methvl- 86 C5H100 013423-15-9 50
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 43

Abundance Scan 394 (3.489 min): VX018814.D (-386) (-) m/z 57.05 100.00%
57
41
5000 ]\
86 A e
71 320 3.40 3.60 3.80
0 Pl e e 20 m/z 41.00  78.15%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane
57
a /\
5000 LA L L L L L L LB
3.20 3.40 3.60 3.80
29 86 m/z 43.10 64 .18%
15 H “ N
o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 NS L W—
29 3.20 3.40 3.60 3.80
5000 m/z 56.05 53.14%
86
, 15 7
o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1820: n-Hexane R
43 57 3.20 3.40 3.60 3.80
m/z 42.05 33.70%
29
5000
15 86
o .,2...‘.,.‘l..‘ia..“,..7‘.1.,....,....,....,....,....,....,.... AN e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

4.11 4.13 ug/L 301329 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 78
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 74

Abundance Scan 496 (4.111 min): \VX018814.D (-485) (-) m/z 57.05 100.00%
g7
43
5000 85
69 3.80 4.00 4.20 4.40
o bS8 16 148 204 Thyz 43.10  57.32%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3996: Pentane, 2,2-dimethyl-
57
43
5000 85 ISR SRR N RN
3.80 4.00 4.20 4.40
29 m/z 85.05 49_24%
0 Lol 89 | 100
H AL SURELAL SURSUILS UM SURLISE BRI UL UL L BRI B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
85 3.80 4.00 4.20 4.40
5000 m/z 41.05 46 .95%
29 71
15 99 114
e e S S S S L B S B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3986: Pentane, 2,2-dimethyl-
5 3.80 4.00 4.20 4.40
43 m/z 55.95 39.92%
5000
29 85
o 15 69 100
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40

SOMXTR100220WMA .M Mon Oct 12 13:48:24 202

0
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

4.28 3.37 ug/L 245311 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 83
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 59
4 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 52
5 n-Hexane 86 C6H14 000110-54-3 50

Abundance Scan 524 (4.281 min): \VX018814.D (-513) (-) m/z 43.05 100.00%
43 57
5000
400 420 440 460
0 m/z 57.10 92 .19%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000
4.00 4.20 4.40 4.60
27 85 m/z 41.05 59.15%
15 | e a0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
57
4.00 4.20 4.40 4.60
5000 m/z 55.95 53.11%
0 15 69 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3998: Butane, 2,2,3-trimethyl- ...,../.\.,....,....,....
57 4.00 4.20 4.40 4.60
43 m/z 85.05 29 _.59%
5000
29 85
15
ol 1 “ A 69 100
m/z--> 0 2'0 4'0 60 80 100 120 140 160 180 200 4.00 420 4.40 4.60

SOMXTR100220WMA .M Mon Oct 12 13:48:25 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 (DEL) Alkane: Cyclic4.37 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4_37 11.53 ug/L 840483 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 86
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 72

Abundance Scan 539 (4.373 min): VX018814.D (-530) (-) m/z 56.05 100.00%
41 /Vf\
5000 69
84 atss 159 - Aoc')' 420 4.40 4.60 4.80
bl 124135159 208 1 Tz 41.00 52.91%

m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69

400 4.20 4.40 4.60 4.80
28 m/z 69.05  44.00%

s
0 A \“ Al i ‘
T e e T e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
56

41 4.00 4.20 4.40 4.60 4.80
5000 m/z 55.05 26 .95%
7 69
84
1 15
ol e e

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1471: Cyclobutane, ethyl- P T T
56 400 420 440 460 480

m/z 39.00 24 .36%

41
5000
27
15 ‘ ‘ 69
0 1 1 I ‘ ‘ ‘\ u ‘ 84

m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.00 420 4.40 4.60 480

SOMXTR100220WMA .M Mon Oct 12 13:48:26 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

7.15 1.75 ug/L 127701 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-39-1 70
2 1-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-39-1 62
3 1-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-39-1 58
4 2-Hexene. 5.5-dimethvl-. (2)- 112 C8H16 039761-61-0 43
5 2-Hexene, 5,5-dimethyl-, (2)- 112 C8H16 039761-61-0 43

Abundance Scan 995 (7.153 min): VX018814.D (-986) (-) m/z 57.00 100.00%
57
5000 41
97 112
69 6.80 7.00 7.20 7.40
81
ol poti e 13814888 207 | nso7 41,05 44 25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6765: 1-Pentene, 2,4,4-trimethyl-
57
41
5000 A R S R
6.80 7.00 7.20 7.40
29 6 97 112 m/z 55.10 34.90%
0"}?P"'I”"I"”?%"W""P"'I”"I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
6.80 7.00 7.20 7.40
5000 41 m/z 56.00 20.70%
29
g7 112
15 69 g1
e L U U U LA S B SR WY WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6763: 1-Pentene, 2,4,4-trimethyl-
57 6.80 7.00 7.20 7.40
m/z 39.10 20.35%
5000 o9 41
112
0 '1"5|"l "h“' J“l'ép"?¥ "%i' 'l'l' L AL B S B
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

SOMXTR100220WMA .M Mon Oct 12 13:48:27 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 (DEL) Alkane: Cyclic7.82 Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.

7.82 0.63 ug/L 45783 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 81
2 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 002613-69-6 72
3 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 002613-69-6 64
4 1-Amino-3-methvl-2-butene 85 C5H11IN 013822-06-5 58
5 1H-1,2,4-Triazole, l-octadecanoyl- 335 C20H37N30 060718-55-0 56

Abundance Scan 1104 (7.817 min): VX018814.D (-1098) (-) m/z 70.00 100.00%
7
55
5000
41
95
84 7.40 7.60 7.80 8.00 8.20
112
ol s 2 "m/z 55.00 58.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
70
55
5000
43 7.40 7.60 7.80 8.00 8.20
m/z 40.90 31.96%
AN
O e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
70
55
7.40 7.60 7.80 8.00 8.20
5000 a1 m/z 69.10 25.20%
27
84 97 112
N L L LS L B B L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6836: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
70 7.40 7.60 7.80 8.00 8.20
m/z 39.20 24 _72%
55
5000 a1
27
84
112
0...1‘.5|.‘l‘..‘i“...“.‘l..“..|‘l..9.7|....|....|....|....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20

SOMXTR100220WMA .M Mon Oct 12 13:48:28 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 (DEL) Alkane: Cyclic8.01 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.

8.01 0.88 ug/L 64007 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 81
2 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 81
3 1-Heptene. 3-methvl- 112 C8H16 004810-09-7 76
4 Cvclopentane. 1.2.3-trimethvl- 112 C8H16 002815-57-8 74
5 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 72

Abundance Scan 1136 (8.012 min): VX018814.D (-1125) (-) m/z 70.10 100.00%
55 7
41
5000
84 o5
112 7.60 7.80 8.00 8.20 8.40
o 133144 166 195207 77 55.00 99 70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6834: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
41
5000
7 7.60 7.80 8.00 8.20 8.40
84 112 m/z 56.10 82.03%
97
0..}?“...,”.,.”.,..”,...w....“...,”..,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56 70
7.60 7.80 8.00 8.20 8.40
5000 41 m/z 41.00 57 .65%
27 84 97 112
N L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6671: 1-Heptene, 3-methyl-
55 7.60 7.80 8.00 8.20 8.40
a1 m/z 69.00 48_.32%
70
5000 29
83
N | O N
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40

SOMXTR100220WMA .M Mon Oct 12 13:48:29 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.

8.24 0.52 ug/L 37624 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 81
2 1-Heptene. 4-methvl- 112 C8H16 013151-05-8 72
3 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 72
4 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 72
5 Pyrrolidine 71 C4HON 000123-75-1 64

Abundance Scan 1173 (8.238 min): VX018814.D (-1166) (-) m/z 43.00 100.00%
a3 70
5000 55
97 PSSP SRR AR S
36|| | | 83 112 800 820 840 8.60
I R P A PR m/z 70.10 92.73%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7652: Hexane, 2,3-dimethyl-
43 70
5000
55 8.00 8.20 8.40 8.60
27 m/z 71.10 62 .34%
‘\‘ ‘ | ‘ 85 114
s S AR RS AR AR RARAS RAARS RARAR AR RALRS SRRS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
70
8.00 8.20 8.40 8.60
5000 55 m/z 40.95 50.66%
27
0 15 63 | 778 o7 112
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7643: Hexane, 2,3-dimethyl-
43 8.00 8.20 8.40 8.60
m/z 55.10 41.16%
70
5000
27 55
oL 2 15 | \‘ ~ lle2 | 7785 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60

SOMXTR100220WMA .M Mon Oct 12 13:48:30 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
832 0.75 ug/l 55015  1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 cgis 000592-27-8 83

2 Heptane. 1.17-oxvbis- 214 C14H300 000629-64-1 50
3 Heptane. 2-methvl- 114 C8H18 000592-27-8 49
4 Hexamethvlenimine 99 C6H13N 000111-49-9 47
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 38
Abundance Scan 1186 (8.317 min): VX018814.D (-1183) (-) m/z 57.10 100.00%
g7
43
5000
70 99
114 8.00 8.20 8.40 8.60
84
0 183 207 227 m/z 43.05 72.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7632: Heptane, 2-methyl-
43 57
5000 SRR AR AR AR
29 0 8.00 8.20 8.40 8.60
99 m/z 41.00 53.22%
‘ M 8 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
8.00 8.20 8.40 8.60
5000 m/z 42.00 32.74%
70
o 45 83 ' 117129 171
UL I SURILS SURIL UL WL SR S SR SIS UL B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7627: Heptane, 2-methyl-
43 8.00 8.20 8.40 8.60
57 m/z 70.05 27 .34%
5000
29
m/z--> 25 4b éo 80 160 120 140 160 180 200 220 8.00 8.20 8.40 8.60

SOMXTR100220WMA .M Mon Oct 12 13:48:32 2020

Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.

8.48 0.66 ug/L 55276 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 91
2 Heptane. 3-methvl- 114 C8H18 000589-81-1 86
3 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 64
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 64
5 4-Methylpentyl pentanoate 186 C11H2202 035852-47-2 59

Abundance Scan 1213 (8.482 min): VX018814.D (-1208) (-) m/z 43.10 100.00%
43
57 85
5000
70
114 8.20 8.40 8.60 8.80
0...,....,:..'d,.-.“-..,-.'..??...'.,....,1.4.7..,....,....,2.0.7.. m/z 57.00 70.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7624: Heptane, 3-methyl-
43
57
85
5000
29 8.20 8.40 8.60 8.80
m/z 85.10 64 .51%
69 114
0 15 “ I \‘\ Ml I 98 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57 NN AR RS AR R
85 8.20 8.40 8.60 8.80
5000 m/z 41.00 61.01%
29
oL 15 71 99 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19204: Heptane, 3,4,5-trimethyl-
43 85 8.20 8.40 8.60 8.80
m/z 56.00 42 .28%
57
5000
29
69
G S S L UL LS B IR S B WAL
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

SOMXTR100220WMA .M Mon Oct 12 13:48:33 2020 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.

8.55 0.61 ug/L 51242 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptene. 5-methvl- 112 C8H16 013151-04-7 50
2 2.3-Dimethvl-1-hexene 112 C8H16 016746-86-4 43
3 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 43
4 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 40
5 2,6-Cyclooctadien-1-ol 124 C8H120 010017-18-2 37

Abundance Scan 1224 (8.549 min): VX018814.D (-1221) (-) m/z 70.00 100.00%
70
55 83
111
5000 a1
| | | 95 144 8.20 8.40 8.60 8.80
Ol rprrrrprrrr e e el B Ll il Ll ST Tm/z 69.10  88.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6681: 1-Heptene, 5-methyl-
55 70
43
5000
29 820 8.40 8.60 8.80
83 m/z 83.00 73.88%
‘ ! ] ‘ \H “\ 97 112
e R R R AR LA RRAN AARLN RARLN RARAN SARAN SARAS AR SRR RALN LY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
70
41 55 8.20 8.40 8.60 8.80
5000 m/z 55.00 71.05%
27 83
0 15 97 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,...
70 8.20 8.40 8.60 8.80
55 m/z 111.10 49.47%
5000
41
27
0 ]75 “ “ l ! ‘\ “\ 8? 9\7 1]\-2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80

SOMXTR100220WMA .M Mon Oct 12 13:48:34 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 (DEL) Alkane: Cyclic8.82 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.82 1.92 ug/L 160288 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 94
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 94
3 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 72
4 2.4-Dimethvl-1.5-diazabicvclol3.... 112 C6H12N2 1000283-20-9 64
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 59
Abundance Scan 1268 (8.817 min): VX018814.D (-1262) (-) m/z 97.10 100.00%
g7
55

5000

8.40 8.60 8.80 9.00 9.20

0 m/z 55.00 70.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6749: Cyclohexane, 1,1-dimethyl-
97
55
5000 41 69
8.40 8.60 8.80 9.00 9.20
27 m/z 69.00 41 _.98%
112
013,“‘,,,83“,‘,, N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
55
8.40 8.60 8.80 9.00 9.20
5000 69 m/z 41.05 41 _.33%
41
21 83 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6750: Cyclohexane, 1,1-dimethyl-
97 8.40 8.60 8.80 9.00 9.20
> m/z 56.05 36.98%
5000 41 | 69
27
83 | 112
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 (DEL) Alkane: Cyclic9.15 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

9.15 1.82 ug/L 151774 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 96
2 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 91
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 91
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 91
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 90

Abundance Scan 1323 (9.152 min): VX018814.D (-1312) (-) m/z 97.10 100.00%
55 g7
5000 112
41
69
83 8.80 9.00 9.20 9.40
Obrrrr el 133148 A2 20 m/z 55.00 80.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41
112 8.80 9.00 9.20 9.40
27 ‘ m/z 112.10 41 _.92%
0! e ”M..”h.”.“.”“.”,”...”..”...”..”,””,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
8.80 9.00 9.20 9.40
5000 41 m/z 41.10 33.24%
- 112
69 g3
ol 13
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans-
55 7 8.80 9.00 9.20 9.40
m/z 56.00 21.77%
41
5000 112
O.E?PUJAH .N..”.“”.“”.“”.“”..”..”..”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 (DEL) Alkane: Cyclic9.55 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

9.55 1.78 ug/L 148489 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 76
2 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 70
3 4-Octene. (E)- 112 C8H16 014850-23-8 70
4 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 68
5 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 68

Abundance Scan 1388 (9.549 min): VX018814.D (-1381) (-) m/z 55.00 100.00%

5000

9.20 9.40 9.60 9.80

0 m/z 97.10 63.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6830: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97
5000 41
70 112 9.20 9.40 9.60 9.80
27 ‘ m/z 41.00 62 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
97
41 9.20 9.40 9.60 9.80
5000 83 m/z 57.00 48 .53%
69 112
27

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6637: 4-Octene, (E)-

9.20 9.40 9.60 9.80
m/z 70.10 45_.71%

5000

9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 (DEL) Alkane: Cyclic9.60 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.

9.60 1.12 ug/L 93735 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 87
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 78
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 72

Abundance Scan 1396 (9.597 min): VX018814.D (-1393) (-) m/z 83.10 100.00%
83
55
5000
41 112
o 9.20 9.40 9.60 9.80 10.00
o A X m/z 55.00  76.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6664: Cyclohexane, ethyl-
55 83
5000 41
112 9.20 9.40 9.60 9.80 10.00
7 67 m/z 82.00 41.22%
0'}?Pu'wm'wlvku'P"'P'“'P"'P"'I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
55 9.20 9.40 9.60 9.80 10.00
5000 " m/z 41.00 35.49%
112
29 67 97
e L S S S WL W L WL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6669: Cyclohexane, ethyl-
83 9.20 9.40 9.60 9.80 10.00
55 m/z 112.05 29.37%
5000
41
112
27 67
0'}?PU'JM'NIIAM'I'”gz"”l"'W""l”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80 10.00

SOMXTR100220WMA .M

Mon Oct 12 13:48:39 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 21 (DEL) Alkane: Cyclic9.66 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

9.66 1.70 ug/L 142043 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 93
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 87
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 70
4 2.4.6-Trimethvl-1.5-diazabicvclo... 126 C7H14N2 1000283-21-2 53
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 52

Abundance Scan 1406 (9.658 min): VX018814.D (-1401) (-) m/z 111.05 100.00%
141
69
5000
41 P
& 9.40 9.60 9.80 10.00
0 e B B M7z 69.10 72.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 4 P
83 9.40 9.60 9.80 10.00
m/z 55.05 38.74%
27
0 .”,.U.ﬂﬂ.ﬁ.,ﬂk.,:.21..4.}%?. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69 111
9.40 9.60 9.80 10.00
5000 41 55 m/z 41.05 32 .50%
83
27
o 97 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
9 111 9.40 9.60 9.80 10.00

m/z 56.00 22 .70%

5000

126

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 22 unknown-02 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
9.74 0.53 ug/L 44488 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Ethvlbenzoic acid. 3-methvlbut... 218 C14H1802 1000292-54-1 35
2 1.2.4-Triazole. 3.5-dithioxo- 133 C2H3N3S2 005650-03-3 27
3 Benzaldehvde. 3-(4-nitrophenoxvm... 287 C15H13N0O5 1000273-81-9 27
4 4-Ethvlbenzoic acid. 6-ethvl-3-0... 290 C19H3002 1000293-32-3 25
5 4-Ethylbenzoic acid, 4-methylpen... 234 C15H2202 1000293-49-7 25
Abundance Scan 1419 (9.738 min): VX018814.D (-1415) (-) m/z 149.10 100.00%
133 149
5000
o1 | 540 960 650 10,00
61 115 . . . )
T '-|-,-"..|,l.'..':‘,...l,..'..,....,.... 28l m/z 133.00  92.93%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75821: 4-Ethylbenzoic acid, 3-methylbut-2-enyl ester
133
5000 R AR SRR AR
68 9.40 9.60 9.80 10.00
a1 105 m/z 74.95 20.52%
ol27 | . | 488 | %0 173189 2}8
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
133
AR RARRARRRRS
9.40 9.60 9.80 10.00
5000 74 m/z 150.10 14 .75%
45 60 102
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133480: Benzaldehyde, 3-(4-nitrophenoxymethyl)-4-methoxy- M .’\, ]
149 9.40 9.60 9.80 10.00

m/z 67.00 13.72%

5000
91
‘ 119
[

65
37 o1 105 | 133 | 163179 198 223239 269 287

0L e e A e P e N A s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 23 (DEL) Alkane: Cyclic9.87 Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.

9.87 0.87 ug/L 72661 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 83
2 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 74
3 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 70
4 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 64
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64

Abundance Scan 1441 (9.872 min): VX018814.D (-1434) (-) m/z 111.10 100.00%
69 1
5000 55
41
||| | || 9.60 9.80 10.00 10.20
Obrrrprrrr ety m/z 69.00 81.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111
55
41
5000
27 126 9.60 9.80 10.00 10.20
m/z 55.00 47 .73%
15 ‘ 8
o.nphw”m“”¢i”phh”mL”wM”.m.nnﬁu.”u“”w””“”w””“.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
69 111
9.60 9.80 10.00 10.20
5000 55 m/z 41.00 35.81%
41 126
ol 15 27 83 97
R L LR LR RARR) R R R LA L LA LA LA EALR LARA) EARAN LARA) LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
1 9.60 9.80 10.00 10.20
m/z 84.10 25.29%
5000
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 24 Mesitylene Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
11.79 0.84 ug/L 110965 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
5 Mesitylene 120 C9H12 000108-67-8 93
Abundance Scan 1756 (11.792 midr)1):VX018814.D(—1752) () m/z 105.10 100.00%
105
5000 120
39 51 g5 /7 91 11.40 11.60 11.80 12.00 12.20
b et 288 207 0 Tn/z 120.05  43.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9401: Mesitylene
105
120
5000
11.40 11.60 11.80 12.00 12.20
. m/z 119.00 11.49%
15 27 3\9 51 65 Ly 9\1 Al \

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
120 11.40 11.60 11.80 12.00 12.20
5000 m/z 91.00 10.79%

77 91
15 27 39 51 65

O T T T e T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.40 11.60 11.80 12.00 12.20
m/z 77.10 10.42%
120
5000
i
15 27 39 51 65 Ly L il L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11. 80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 25 Benzene, 1l-methyl-3-propyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.30 1.04 ug/L 137374 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 90
2 Benzene. l1-methvIl-3-propvl- 134 C10H14 001074-43-7 90
3 Benzene. l1l-methvl-4-propvl- 134 C10H14 001074-55-1 90
4 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 90
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 87
Abundance Scan 1839 (12.298 min): VX018814.D (-1833) (-) m/z 105.10 100.00%
105
5000
134
39 51 63 17 gﬁ 119 54 12.00 12.20 12.40 12.60
Obrrrrrrrrrrrrprredrrreprer e pret e e el e e m/z 134.10 27.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14853: Benzene, 1-methyl-3-propyl-
105
5000
u 12.00 12.20 12.40 12.60
1 m/z 119.00 14.84%
15 27 3 s o6 TSt | 19
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
12.00 12.20 12.40 12.60
5000 m/z 76.95 14 .52%
134
7 91
15 27 39 51 65 119

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14857: Benzene, 1-methyl-4-propyl-
5

12.00 12.20 12.40 12.60
m/z 91.10 13.72%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 26 Benzene, 1l-methyl-4-propyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
12.51 0.57 ug/L 75160 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 87
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 74
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 72
4 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 72
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 72
Abundance Scan 1874 (12.512 min): VX018814.D (-1869) (-) m/z 105.00 100.00%
105
5000
134
n 5 & 91 117 12.20 12.40 12.60 12.80
154 207 : WL
o} m/z 134.05 32.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
12.20 12.40 12.60 12.80
27 134 m/z 69.10 16.77%
15 27 39 51 65 | Ot m7 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
12.20 12.40 12.60 12.80
5000 m/z 77.00 16.56%
134
. 15 27 39 51 g5 77 91 117
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14852: Benzene, (1-methylpropyl)-
105 12.20 12.40 12.60 12.80
m/z 125.05 15.70%
5000
134
27 51 77 91
O |'”'?$"“'|§§"M 'J"Iuh'%ﬁ% L AL B S S
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 27 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
12.57 0.67 ug/L 88831 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 1884 (12.573 min): VX018814.D (-1878) (-) m/z 119.10 100.00%
119
5000
134
39 ngm ‘ 12.20 12.40 12.60 12.80
51 65 - - - -
O et L. ,':|'. Al A4 168 24 1 Tm/z 134.10  28.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80
m/z 91.10 17.06%
15 27 39 51 &5 77 ﬂl 1?5
0...‘.|.‘...‘|‘..“a‘.|‘.‘...‘”,....|‘:‘..‘.‘l...“.,....,....|....|....|.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.10 16.32%
134
15 27 39 51 g5 77 91 105
O LTS T e R
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #14811: o-Cymene
119 12.20 12.40 12.60 12.80
m/z 120.20 10.11%
5000
134
91
ol 27 3 O 77 | 103
mz-> 20 40 60 80 100 120 140 160 180 200 | | 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 28 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
12.59 0.60 ug/L 79562 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 90
2 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 90
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 90
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 90
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90
Abundance Scan 1887 (12.591 min): VX018814.D (-1885) (-) m/z 119.10 100.00%
119
5000
o1 134
41 55 65 77 | 103 | 154 12.20 12.40 12.60 12.80 13.00
Ol el bt ek e et e || M7z 134.10  20.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

5000
12.20 12.40 12.60 12.80 13.00

m/z 91.05 14 _.46%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

119
12.20 12.40 12.60 12.80 13.00
5000 134 m/z 120.10 12 .25%
91
27 A 51 g5 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-

12.20 12.40 12.60 12.80 13.00
m/z 65.00 8.37%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 29 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.65 1.39 ug/L 183420 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 1897 (12.652 min): VX018814.D (-1893) (-) m/z 119.05 100.00%
119
5000
134
39 51 65 7 9|1 105 150161 12.40 12.60 12.80 13.00
Ohrrprrrrprrreprretprrre e et b m/z 134.10 29.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
m/z 90.95 14 ._.42%
27 3? 51 5 77 %1 105
) E— \”” \”” ”\” SN PR N— ”\” L
miz> 10 20 30 40 50 80 70 80 90 100 110 130 130 140 180 160
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 10.14%
91 134
s 27 39 51 65 7 105
A L A R R LA R RS RN RS AR RALAS LAY LA LA RS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14811: o-Cymene
119 12.40 12.60 12.80 13.00
m/z 105.00 9.50%
5000
134
91
. 27 fl 51 65 77 103
iz o 25 40 B 6 7o b 9 100 140 130 130 140 10 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 30 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.76 0.98 ug/L 129521 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-(l-methvlpro... 148 C11H16 001595-16-0 53
2 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 50
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 49
4 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 49
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 49

Abundance Scan 1915 (12.762 min): VX018814.D (-1910) (-) m/z 105.10 100.00%

1

5000

12.40 12.60 12.80 13.00

0! m/z 118.95 81.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000

12.40 12.60 12.80 13.00
m/z 148.10  55.54%

91 148
Lz 4 s 77 0T g
IIIIIIIIIII‘IIII‘IIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 133.10 43.28%
134
B o o o o B LA A e o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14844: Benzene, 1,3-diethyl-
105 119 12.40 12.60 12.80 13.00
m/z 91.00 35.06%
5000 134
91
27 39 51 g5 '/ |
| N Y i U Y ) T A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 31 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.96 1.50 ug/L 198299 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 93
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 91
Abundance Scan 1948 (12.963 min): VX018814.D (-1939) (-) m/z 119.05 100.00%
119
5000 134
77 s 12.60 12.80 13.00 13.20
51 105 149 . . . .
b B i B e bl L TeaNrT 207 285 Tns77134.10  50.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20
91 m/z 91.10 18.45%
NIELIRO. - X T W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
119
1o 12:60 12.80 13.00 13.20
5000 m/z 133.10 11.60%
91
oL 15 3953 77 7105
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 120.05 9.95%
5000 134
0 15 3\? Ly 6\\3 7\7 ‘ 105 ‘ ‘\
O S S T T A A 12,60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 32 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.01 1.83 ug/L 241351 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
4 1.3-Cvclopentadiene., 1.2.3.4-tet... 134 C10H14 076089-59-3 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 1956 (13.011 min): VX018814.D (-1951) (-) m/z 119.10 100.00%
119
5000 134
a1 57 77 9 g05 12.60 12.80 13.00 13.20 13.40
Ot 8166 187 207 77034 05 50.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134

12.60 12.80 13.00 13.20 13.40
o1 m/z 133.10 14.27%
15 27 351 65 77 108 |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 12.60 12.80 13.00 13.20 13.40
5000 m/z 91.10 13.35%

27 39 51 65 77 9 105

o} SNSRI | PSR RSRS erA S| HED MM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- R A RERER R
119 12.60 12.80 13.00 13.20 13.40
m/z 120.05 10.10%
134
5000
91
39 65 77
T N0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 33 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.06 0.87 ug/L 115244 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 81
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 81
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 76
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 74
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 74

Abundance Scan 1964 (13.060 min): VX018814.D (-1961) (-) m/z 119.10 100.00%
119
5000
91 148
41 65 12.80 13.00 13.20 13.40
o e 207 257 281 | 7z 91.00 27.47%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119
5000 R SRR UG U B
134 12/80 13.00 13.20 13.40
g1 m/z 148.15 25.77%
39 65
15 [ T T ‘ il
o A R A A LA LA LA RSN LARANLARAS LA AR SRR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.80 13.00 13.20 13.40
5000 m/z 105.05 19.74%
134
15 39 65 91
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 12.80 13.00 13.20 13.40
m/z 133.10 16.09%
5000
01 134
65
0'I”}ﬁ'”?ﬁ”'Ph”l””I””I“'W”'W'”W'“'P”'"”"”I””I”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 34 unknown-03 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

13.20 0.86 ug/L 114094 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 46
2 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 38
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 38
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 38
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 38

Abundance Scan 1987 (13.200 min): VX018814.D (-1981) (-) m/z 105.10 100.00%

5000

12.80 13.00 13.20 13.40 13.60
m/z 106.10 86.17%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

5000
12.80 13.00 13.20 13.40 13.60

m/z 117.00 70.09%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117
12.80 13.00 13.20 13.40 13.60
5000 m/z 91.05 31.15%
91 132
51 65
14 28

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14034: 1-Phenyl-1-butene L B e e e R
12.80 13.00 13.20 13.40 13.60
m/z 148.10 25.44%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 35 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.29 1.07 ug/L 141882 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 87
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 76
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 72
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 64
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
Abundance Scan 2002 (13.292 min): VX018814.D (-1998) (-) m/z 119.05 100.00%
119
5000
133 148
91
41 57 77 105 13.00 13.20 13.40 13.60
Ol byt eehe b .:'.|.,.-.~..,1.‘?5.‘.,....,...2.1,7....,??P. m/z 148.15 24_36%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
13.00 13.20 13.40 13.60
o1 148 m/z 133.10 20.45%
0 27 4\1 63 7\7 ‘ 10\5 H‘ 133
m/z--> c') 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 180 200 250 24'10
Abundance
119
13.00 13.20 13.40 13.60
5000 m/z 91.00 13.23%
134
. 5 15 39 53 77 91 105
m/z--> c') 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 160 180 200 250 24'10
Abundance #14868: Benzene, 1,2,3,4-tetramethyl- R EREEE S R m
119 13.00 13.20 13.40 13.60
m/z 120.05 11.66%
134
5000
91
0 ] 3? 5\\3 7\7 ‘ 105\\ |
mz> 0 20 40 60 80 100 130 140 180 180 200 220 240 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 36 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.33  1.30 ug/L 171968  1,4-Dichlorobenzene-d4  12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 70

2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 55
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 55
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 50

5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 50

Abundance Scan 2008 (13.329 min): VX018814.D (-2005) (-) m/z 119.05 100.00%
119
5000
134
51 77 o
105 148 13.00 13.20 13.40 13.60
Obrrrprrs 100180 207 281 m/z 117.05  59.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117
5000 132
91 13.00 13.20 13.40 13.60
0
39 6377 ‘ m/z 134.10 31.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
13.00 13.20 13.40 13.60
5000 m/z 115.00 22 .15%
91 132
39 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- o
117 13.00 13.20 13.40 13.60
m/z 91.00 18.69%
132
5000
91
51 7
T N T N N I T AL AL LA AN ha i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13.20 13.40 13.60

SOMXTR100220WMA .M Mon Oct

12 13:48:57 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 37 Benzene, (1,1-dimethylpropyl)- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.41 0.98 ug/L 129185 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 90
2 Benzene. (l1l.1-dimethvlpropvl)- 148 C11H16 002049-95-8 64
3 2.4-Dimethvilbenzvl chloride 154 C9H11cClI 000824-55-5 64
4 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 59
5 o-Cymene 134 C10H14 000527-84-4 59

Abundance Scan 2021 (13.408 min): VX018814.D (-2018) (-) m/z 119.10 100.00%
119
5000
1 18 13.00 13.20 13.40 13.60 13.80
39 57 77 105 . . . . .
B AR - ....,.I~..,.1?F’.,.???,2]".7..,.... B2 m/z 148.10 18.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
9

5000
13.00 13.20 13.40 13.60 13.80

m/z 91.00 14 .08%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
T
o 13.00 13.20 13.40 13.60 13.80
5000 1 m/z 120.10 10.29%
41 148
27 855 77 105 444

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27595: 2,4-Dimethylbenzyl chloride

13.00 13.20 13.40 13.60 13.80
m/z 77.05 6.26%

5000

13 00 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 38 unknown-04 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.46 0.87 ug/L 115172 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenamine. 5.6.7.8-tetra... 147 C10H13N 002217-41-6 38
2 Benzonitrile. 4-ethoxv- 147 CO9HONO 025117-74-2 30
3 4" -Methvlpropiophenone 148 C10H120 005337-93-9 30
4 1-Propanone. 2-methyl-1-(4-methv... 162 C11H140 050390-51-7 27
5 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 27
Abundance Scan 2030 (13.463 min): VX018814.D (-2026) (-) m/z 119.10 100.00%
119
104
5000

13.20 13.40 13.60 13.80

0 m/z 104 .05 60.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22299: 1-Naphthalenamine, 5,6,7,8-tetrahydro-
119
147
5000

13.20 13.40 13.60 13.80

0
w0 s 65 77 Ol 105 | 130 m/z 90.95  48.73%
A P ke Al . T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
N LR R o R
13.20 13.40 13.60 13.80
5000 65 m/z 132.10 30.77%
29 39 91 147
15 50 74 106
O e B o o o LA B B e o o B S LA I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22640: 4'-Methylpropiophenone
119 13.20 13.40 13.60 13.80
m/z 55.00 25.74%
5000 91
2 65 148
15 27 39 51 | 77 | 103 | 133
e e e e e e e e R S REEmE s
m/z--> 20 40 60 80 100 120 140 160 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 39 Benzene, l-ethyl-2,4,5-trim... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
13.72 0.61 ug/L 81179 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 90
2 Benzene. l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 87
3 Benzene. l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 87
4 Benzene. l-ethvl-3-(l1-methvlethvIl)- 148 C11H16 004920-99-4 87
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 81
Abundance Scan 2072 (13.719 min): VX018814.D (-2067) (-) m/z 133.05 100.00%
5000
m Y 91 e | M
77 91105 ‘ 13.40 13.60 13.80 14.00
0 ...,....',l'...d:|, bbby A | 166182 207 281 | 757148 05 30.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
133
5000
148 13.40 13.60 13.80 14.00
105119 m/z 119.05 23.94%
0 15 ! 3\\9 5\3 \7 oL \‘ ‘ I
m/z--> ﬁo 40 éo 80 160 150 150 160 180 200 220 240 260 280
Abundance
133
13.40 13.60 13.80 14.00
5000 m/z 57.00 21.64%
105 148
g1 119
27 41 63 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22813: Benzene, 1-ethyl-4-(1-methylethyl)- L
133 13.40 13.60 13.80 14.00
m/z 41.05 14.02%
5000 105
91 119 148
27 41 63 ‘ ‘
0.”“Jnlnnﬁ.np.nﬁnJ“”M“”.“”..”..”..”..”.“”.“. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.88 1.18 ug/L 156148 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 46
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 46
3 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 38
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 38
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 38
Abundance Scan 2098 (13.877 min): VX018814.D (-2094) (-) m/z 57.10 100.00%
57 71
43
5000
12 | 13.60 13.80 14.00 14.20
146162 . . . :
Obrrrprrrehedhlld 1208 281 m/z 71.10 83.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19197: Octane, 2,6-dimethyl-
57
71
41
5000 LN SR S BN SUL
13.60 13.80 14.00 14.20
) g 13 m/z 43.05 64 .42%
R A 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
& SR AR SN BN SUNRE
13.60 13.80 14.00 14.20
5000 43 m/z 41.00 41.81%
29 113
o 85 99 | 127142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester R B
57 13.60 13.80 14.00 14.20
71 m/z 105.10 31.44%
5000 43
113
o 2 | ?9 1 127141155 239
m/z--> ﬁo Jo éo éo 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

SOMXTR100220WMA .M Mon Oct 12 13:49:03 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 41 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
14.11 0.61 ug/L 80008 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 95
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 95
3 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 95
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 94
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 93
Abundance Scan 2136 (14.109 min): VX018814.D (-2133) (-) m/z 131.10 100.00%
5000
146
91 115
41 55 g5 77 104 162 13.80 14.00 14.20 14.40
o i o191 208 | h777146.05  32.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
5000
146 13.80 14.00 14.20 14.40
91 115 m/z 115.05 22 _.31%
27 39 51 63 77 ‘ 103
OIIIIII‘III‘III\I\IIH\IIIIIIIIIIll‘l‘llw“\llIN\IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
13:80 14.00 14.20 14.40
5000 m/z 91.05 19.35%
146
ol 15 2739 51 63 77 94057
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl- e  REREEEAE
131 13.80 14.00 14.20 14.40
m/z 129.00 19.24%
5000 146
27 39 5 115
N Nl AN A Bt V.Y LM AL A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 42 Benzene, (1-methyl-1-butenyl)- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.

14.26 1.02 ug/L 134059 1,4-Dichlorobenzene-d4 12.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 62
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 58
3 Benzene. (3-methyl-2-butenvl)- 146 C11H14 004489-84-3 58
4 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 58
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 52

Abundance Scan 2161 (14.261 min): VX018814.D (-2156) (-) m/z 131.05 100.00%
131
5000
14.00 14.20 14.40 14.60
o m/z 133.05 41 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131
91
5000
14.00 14.20 14.40 14.60
146
39 51 77 115 m/z 146.00 36.20%
15 27 ‘ 63 ‘ 103 ‘
0..m,.ﬁub.ﬁk,Wumh.nm,w.uh.ﬂh L —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
146
14.00 14.20 14.40 14.60
5000 91 m/z 115.05 27 .90%
115
39 51 g5 7 103
S = R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21630: Benzene, (3-methyl-2-butenyl)- e R S kA
13 14.00 14.20 14.40 14.60
m/z 90.95 24 .47%
91
5000 146
39
5 2 ‘ Sl 65 77 | 3115
0.”h,ﬂw.¢hmh,Wuﬁu.m.pwuw,nm.,wu.,.”.,.”.,.”. e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60

SOMXTR100220WMA .M Mon Oct 12 13:49:06 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 43 unknown-05 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14 .52 0.80 ug/L 105497 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-phenvl-. (E)- 146 C10H100 001896-62-4 49
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 46
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 46
4 1.3.5-Trisilacvclohexane. 1-methvl- 146 C4H14Si3 018148-11-3 43
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 38

Abundance Scan 2203 (14.517 min): VX018814.D (-2199) (-) m/z 131.10 100.00%

5000

160
14.20 14.40 14.60 14.80

176 193207

0 m/z 118.00 49.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21562: 3-Buten-2-one, 4-phenyl-, (E)-
103 131
145
77
5000
51 14.20 14.40 14.60 14.80
m/z 146.10 43.66%
0 27 117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131146
14.20 14.40 14.60 14.80
5000 105 m/z 145.10 37.38%
91
39 63 77

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

14.20 14.40 14.60 14.80
m/z 115.10 36.77%

5000

14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 44 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .66 1.39 ug/L 183123 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 81
2 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 64
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 58
4 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001985-59-7 43

Abundance Scan 2226 (14.658 min): VX018814.D (-2222) (-) m/z 118.10 100.00%
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 45 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
15.23 0.78 ug/L 103458 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 93
2 1H-Inden-1-one. 2.3-dihvdro-3.3-... 160 C11H120 026465-81-6 91
3 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 90
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 90
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 89
Abundance Scan 2320 (15.231 min): VX018814.D (-2315) (-) m/z 145.05 100.00%
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 46 Naphthalene, 1,6-dimethyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.

15.53 0.66 ug/L 86996 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 95
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 94
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 94
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93

Abundance Scan 2369 (15.529 min): VX018814.D (-2364) (-) m/z 156.10 100.00%
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018814.D

Aca On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 47 Naphthalene, 1,7-dimethyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
15.67 0.75 ug/L 98915 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 95
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 95
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 93
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 93
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93

Abundance Scan 2392 (15.670 min): VX018814.D (-2387) (-) m/z 156.10 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100720\
Data File : VX018814.D

Acq On : 07 Oct 2020 16:24

Operator : JC/SP

Sample : L4240-03DL 40X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Sulfur dioxide 1.45 1.8 ug/L 132693 1 6.83 364380 5.0
unknown-01 2.82 1.5 ug/L 106630 1 6.83 364380 5.0
(DEL) Alkane: Str... 2.87 10.4 ug/L 759485 1 6.83 364380 5.0
(DEL) Alkane: Str... 3.15 19.9 ug/L 1451390 1 6.83 364380 5.0
(DEL) Alkane: Str... 3.49 40.5 ug/L 2954740 1 6.83 364380 5.0
(DEL) Alkane: Str... 4.11 4.1 ug/L 301329 1 6.83 364380 5.0
(DEL) Alkane: Str... 4.28 3.4 ug/L 245311 1 6.83 364380 5.0
(DEL) Alkane: Cyc... 4.37 11.5 ug/L 840483 1 6.83 364380 5.0
(DEL) Alkane: Str... 7.15 1.8 ug/L 127701 1 6.83 364380 5.0
(DEL) Alkane: Cyc... 7.82 0.6 ug/L 45783 1 6.83 364380 5.0
(DEL) Alkane: Cyc... 8.01 0.9 ug/L 64007 1 6.83 364380 5.0
(DEL) Alkane: Str... 8.24 0.5 ug/L 37624 1 6.83 364380 5.0
(DEL) Alkane: Str... 8.32 0.8 ug/L 55015 1 6.83 364380 5.0
(DEL) Alkane: Str... 8.48 0.7 ug/L 55276 2 10.10 417162 5.0
(DEL) Alkane: Str... 8.55 0.6 ug/L 51242 2 10.10 417162 5.0
(DEL) Alkane: Cyc... 8.82 1.9 ug/L 160288 2 10.10 417162 5.0
(DEL) Alkane: Cyc... 9.15 1.8 ug/L 151774 2 10.10 417162 5.0
(DEL) Alkane: Cyc... 9.55 1.8 ug/L 148489 2 10.10 417162 5.0
(DEL) Alkane: Cyc... 9.60 1.1 ug/L 93735 2 10.10 417162 5.0
(DEL) Alkane: Cyc... 9.66 1.7 ug/L 142043 2 10.10 417162 5.0
unknown-02 9.74 0.5 ug/L 44488 2 10.10 417162 5.0
(DEL) Alkane: Cyc... 9.87 0.9 ug/L 72661 2 10.10 417162 5.0
Mesitylene 11.79 0.8 ug/L 110965 3 12.06 660355 5.0
Benzene, l-methyl... 12.30 1.0 ug/L 137374 3 12.06 660355 5.0
Benzene, l-methyl... 12.51 0.6 ug/L 75160 3 12.06 660355 5.0
Benzene, 2-ethyl-._.. 12.57 0.7 ug/L 88831 3 12.06 660355 5.0
Benzene, 1,2,3,5-... 12.59 0.6 ug/L 79562 3 12.06 660355 5.0
Benzene, 2-ethyl-_.. 12.65 1.4 ug/L 183420 3 12.06 660355 5.0
Benzene, l-methyl... 12.76 1.0 ug/L 129521 3 12.06 660355 5.0
Benzene, 1,2,4,5-... 12.96 1.5 ug/L 198299 3 12.06 660355 5.0
1,3-Cyclopentadie... 13.01 1.8 ug/L 241351 3 12.06 660355 5.0
Benzene, 4-ethyl-_.. 13.06 0.9 ug/L 115244 3 12.06 660355 5.0
unknown-03 13.20 0.9 ug/L 114094 3 12.06 660355 5.0
Benzene, 1,2,3,4-_... 13.29 1.1 ug/L 141882 3 12.06 660355 5.0
Benzene, l-methyl... 13.33 1.3 ug/L 171968 3 12.06 660355 5.0
Benzene, (1,1-dim... 13.41 1.0 ug/L 129185 3 12.06 660355 5.0
unknown-04 13.46 0.9 ug/L 115172 3 12.06 660355 5.0
Benzene, l-ethyl-_.. 13.72 0.6 ug/L 81179 3 12.06 660355 5.0
(DEL) Alkane: Str... 13.88 1.2 ug/L 156148 3 12.06 660355 5.0
1H-Indene, 2,3-di... 14.11 0.6 ug/L 80008 3 12.06 660355 5.0
Benzene, (1-methy... 14.26 1.0 ug/L 134059 3 12.06 660355 5.0
unknown-05 14.52 0.8 ug/L 105497 3 12.06 660355 5.0
Naphthalene, 1,2,... 14.66 1.4 ug/L 183123 3 12.06 660355 5.0
Benzene, 1-(2-but... 15.23 0.8 ug/L 103458 3 12.06 660355 5.0
Naphthalene, 1,6-... 15.53 0.7 ug/L 86996 3 12.06 660355 5.0
Naphthalene, 1,7-... 15.67 0.8 ug/L 98915 3 12.06 660355 5.0
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