LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On = 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 2.343 199 206 218 rVB 186658 294556 2.58% 0.255%
2 2.825 275 285 287 rBV 232828 438150 3.84% 0.379%
3 2.873 287 293 306 rVB 1696374 3502095 30.66% 3.032%
4 3.154 328 339 353 rBVY 3824977 8631281 75.57% 7.472%
5 3.501 386 396 413 rBVY 5135180 11421845 100.00% 9.888%
6 4.117 484 497 509 rBV 125624 382902 3.35% 0.331%
7 4.282 512 524 531 rVvVv2 88775 276913 2.42% 0.240%
8 4_.373 531 539 551 rVB 222051 634695 5.56% 0.549%
9 4 _.556 557 569 584 rBV2 66611 280691 2.46% 0.243%
10 5.141 653 665 681 rBV 109815 346808 3.04% 0.300%

11 6.044 800 813 827 rBV5 247970 743422 6.51% 0.644%
12 6.830 933 942 952 rBV 192707 460208 4._.03% 0.398%
13 7.366 1021 1030 1039 rBV 151399 340021 2.98% 0.294%
14 8.372 1189 1195 1202 rVB 110531 179549 1.57% 0.155%
15 8.695 1234 1248 1256 rBV 425068 709255 6.21% 0.614%

16 8.994 1293 1297 1308 rVB 79874 136063 1.19% 0.118%
17 9.427 1362 1368 1378 rBV 500402 705676 6.18% 0.611%
18 10.098 1472 1478 1483 rBV 409287 546538 4._.79% 0.473%
19 11.000 1621 1626 1631 rBV 124176 163805 1.43% 0.142%
20 11.232 1657 1664 1672 rBV 171073 234753 2.06% 0.203%

21 11.341 1675 1682 1689 rBV 2480497 3089914 27.05% 2.675%
22 11.421 1689 1695 1702 rVV 3475442 6527283 57.15% 5.651%
23 11.494 1702 1707 1717 rVB 3161121 4031484 35.30% 3.490%
24 11.652 1728 1733 1742 rVB 644868 794791 6.96% 0.688%
25 11.793 1751 1756 1766 rVB 5019801 5891408 51.58% 5.100%

26 11.902 1767 1774 1776 rBV 332022 425417 3.72% 0.368%
27 11.927 1776 1778 1783 rVV 429374 525437 4.60% 0.455%
28 12.012 1783 1792 1795 rVV 915288 1171418 10.26% 1.014%
29 12.061 1795 1800 1806 rVB3 579101 994803 8.71% 0.861%
30 12.128 1806 1811 1816 rBV 384964 469111 4._.11% 0.406%

31 12.286 1832 1837 1838 rBV 1802952 1942250 17.00% 1.681%
32 12.305 1838 1840 1844 rVV 2790919 3357929 29.40% 2.907%
33 12.359 1844 1849 1858 rVB2 5505887 8038060 70.37% 6.959%
34 12.445 1858 1863 1868 rBV 332108 415382 3.64% 0.360%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On = 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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
Title

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

35 12.500 1868 1872 1878 rVB 1313988 1614104 14.13% 1.397%

36 12.573 1878 1884 1886 rBV 3526994 4937970 43.23% 4._275%
37 12.591 1886 1887 1892 rVB 3271820 3210950 28.11% 2.780%
38 12.652 1892 1897 1901 rBV 6599202 7603054 66.57% 6.582%
39 12.683 1901 1902 1907 rVB 122766 120903 1.06% 0.105%
40 12.750 1907 1913 1920 rBV4 572732 1096798 9.60% 0.950%

41 12.835 1922 1927 1931 rBV2 123685 172033 1.51% 0.149%
42 12.890 1931 1936 1940 rVB 1652198 2010105 17.60% 1.740%
43 12.963 1940 1948 1951 rBV 4445857 5255373 46.01% 4 _550%
44 13.000 1951 1954 1960 rVB 6283958 7742175 67.78% 6.703%
45 13.061 1960 1964 1966 rBVY 276891 338793 2.97% 0.293%

46 13.109 1970 1972 1975 rVB 192163 166483 1.46% 0.144%
47 13.207 1982 1988 1992 rBV 1233722 1538808 13.47% 1.332%
48 13.250 1992 1995 1998 rVB2 148910 155912 1.37% 0.135%
49 13.292 1998 2002 2004 rBV2 404798 555058 4._86% 0.481%
50 13.329 2004 2008 2017 rVV2 3066606 4599679 40.27% 3.982%

51 13.408 2017 2021 2027 rVV 483803 527466 4.62% 0.457%
52 13.463 2027 2030 2038 rVB2 73411 117183 1.03% 0.101%
53 13.542 2038 2043 2047 rBV2 106821 176292 1.54% 0.153%
54 13.628 2051 2057 2063 rVV2 2041356 3311305 28.99% 2.867%
55 13.713 2066 2071 2075 rVB 370389 492847 4_.31% 0.427%

56 13.969 2106 2113 2115 rBV2 158512 244909 2.14% 0.212%
57 13.999 2115 2118 2129 rVV2 383492 556768 4.87% 0.482%
58 14.115 2132 2137 2142 rBV 237972 276881 2.42% 0.240%
59 14.255 2155 2160 2169 rVB 143583 226824 1.99% 0.196%
60 14.359 2171 2177 2181 rBV 131813 161467 1.41% 0.140%

61 14.676 2222 2229 2234 rBV 146405 197276 1.73% 0.171%

Sum of corrected areas: 115511329
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VX018746.D

3.50

3.15

2.87

234 2. 4ui§?4% 5.14 604

0
Time-->

1.20 1.40 1.60 1.80 200 2.20 2.40 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 6.00 6.20

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: VX018746.D

11.42
1.4¢

11.3]

8.70 9.43 10.10
6.83 7.37 837 |\ 8. 99 /\ N 11 00 11.2

Time-->

I T
6.50 7.00 7.50 8.00 8.50 9 OO 9.50 10.00 10.50 11 OO

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VX018746.D
1265 13.00

12.36
11.79

12.96

12.

12)24

12.01

1?{3\1 U/ﬁ]ﬁf 1 @ 11?4%36 14.68

Time-->

L T 2 T
12. OO 12.50 13.00 13.50 14 OO 14 50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 21

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

2.82 4.76 ug/L 438150 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
3 Pentane. 2-methvl- 86 C6H14 000107-83-5 78
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64

Abundance Scan 284 (2.819 min): VX018746.D (-275) (-) m/z 43.10 100.00%
43
5000 J\
71 ..................
86 240 2.60 2.80 3.00 3.20
b B b e i0S, 132147 166 207 228 264 "m/z 41.95  81.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1828: Butane, 2,3-dimethyl-
43
5000 R IR UL ----u-
71 240 260 2.80 3.00 3.20
m/z 41.00 42 _.53%
27 86
0'I“'Wﬂ““'“'P”'P“”I”'W”'W'”'P”'"” SR SRS RS B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
42
|“"|“"fﬁ&'|“"|“
240 260 2.80 3.00 3.20
5000 m/z 71.10 25.26%
71
27
. 56 86
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1823: Pentane, 2—methy|— | B LU N B
43 240 260 2.80 3.00 3.20
m/z 39.00 25.12%
5000
27 71
57
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 240 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

2.87 38.05 ug/L 3502100 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 86
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 72
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 49
4 Pentane 72 C5H12 000109-66-0 43
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 42

Abundance Scan 292 (2.867 min): VX018746.D (-287) (-) m/z 43.10 100.00%
43
5000 71
86 2.60 2.80 3.00 3.20
ol el b 0103 124 143 478 220 252 2L hzrU 45700 46.77%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1823: Pentane, 2-methyl-
43
5000 R L UL AR LR
- 2.60 2.80 3.00 3.20
27 m/z 41.10 44 _29%
M I \‘ 86
G B R R R AR LA LA S LARAN LARAN AL AR RARAN AN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
260 2.80 3.00 320
5000 m/z 71.10 43 _.55%
27 71
0 2 86
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1828: Butane, 2,3-dimethyl- e e
43 2.60 2.80 3.00 3.20
m/z 39.00 24 .33%
5000
71
27 86
0'P”'PLWl“M“'W””I””P'”P”'P”W'“W”'W”'W”“I””P' RSN RS R L R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 2

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

3.15 93.78 ug/L 8631280 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 3.4-Dimethvldihvdrofuran-2.5-dione 128 C6H803 007475-92-5 53
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43

Abundance Scan 338 (3.148 min): VX018746.D (-328) (-) m/z 57.10 100.00%

g7
41
5000

71 gg 280 300 320 3.40
0 e okl 140 166 191 207 26 'm/z 56.10  83.90%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000 LIS L I L L L L L L L

2.80 3.00 3.20 3.40
m/z 41.00 70.42%
| ‘ \‘ l

1 15 71 g6
O B A o o L LN o o o e e e e S e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
a1 2.80 3.00 3.20 3.40
5000 29 m/z 43.10 24.34%
15 71 g6
O T T T e T e T
m/z--> 0O 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 38.95 21.83%
29 41
5000
71
m/z--> 0O 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\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 1

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

3.50 124.09 ug/L 11421800 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 72
3 n-Hexane 86 C6H14 000110-54-3 72
4 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 43
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 43

Abundance Scan 396 (3.501 min): VX018746.D (-386) (-) m/z 57.10 100.00%

g7

41
5000

320 340 360 3.80
m/z 41.00 79.27%

;:ZZ:::=>

o
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #1821: n-Hexane
57
41

;::::::=>

5000 TTT [T I rrrr[rrrr[rrro)
3.20 3.40 3.60 3.80
‘ 86 m/z 43.10 60.37%
0.“u.E%“.AHukwn”“.““”.“”q.“wn.wnu,””,””“.u“”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 /\
41 TrTp I prrrrrrrrprrro)
3.20 3.40 3.60 3.80
5000 m/z 56.05 49 .87%
86
15
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1822: n-Hexane AR EEaaE]
57 3.20 3.40 3.60 3.80
41 m/z 42.10 31.07%
5000
15 ‘ 86
o L R ma
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.40 3.60 3.80

SOMXTR100220WMA .M Wed Oct 07 12:23:13 2020 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 22

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

4.12 4.16 ug/L 382902 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 72
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 72
5 Butanoic acid, 2-methyl-, 2-meth... 158 C9H1802 002445-67-2 64

Abundance Scan 497 (4.117 min): VX018746.D (-484) (-) m/z 57.10 100.00%
g7
- | 1 M
rrprrrryTTT T T T T T T
3.80 4.00 4.20 4.40
69
Ol el 98187 180 207 Th/zz 43.00  51.89%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #3996: Pentane, 2,2-dimethyl-
57
43
5000 85
3.80 4.00 4.20 4.40
m/z 85.10 49 _37%
0 M | 69 | 100
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance
57
43
3.80 4.00 4.20 4.40
5000 m/z 40.95 47 .00%
29 85
oL 1 15 69 100
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #3988: Pentane, 2,4-dimethyl-
43 57 3.80 4.00 4.20 4.40
m/z 56.10 40.58%
5000 85
29
m/z--> 0 20 4'0 6|O 8IO 100 120 140 160 180 200 380 400 420 440
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 24

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

4.28 3.01 ug/L 276913 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 83
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 64
3 Oxalic acid. butvl isohexvl ester 230 C12H2204 1000309-32-7 64
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 56
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53

Abundance Scan 524 (4.282 min): VX018746.D (-512) (-) m/z 43.00 100.00%
43 57
5000
85
69 4.00 4.20 4.40 4.60
o b0 82 m/z 57.05 88.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
4.00 4.20 4.40 4.60
29 85 m/z 40.95 63.57%
ol 25 1| | 69 \ 100
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
4.00 4.20 4.40 4.60
5000 85 m/z 56.05 52.27%
29
15 69 100
G L S S UL B WL IR S BUL LI WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85744: Oxalic acid, butyl isohexy! ester A A RERREEE T
43 4.00 4.20 4.40 4.60
57 m/z 85.10 31.82%
5000 85
29 69
0 H‘ A | ‘ L, 97 111 129 147
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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: Cyclic4.37 Concentration Rank 19

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

4_37 6.90 ug/L 634695 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 80
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
5 Cyclohexane 84 C6H12 000110-82-7 64

Abundance Scan 538 (4.367 min): VX018746.D (-531) (-) m/z 56.05 100.00%
96
41
5000
84 1 o s 400 420 440 4.60 A4.80
Obrprrr ettt b e RO A e e rraos: || m/z 41.05  53.52%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1494: Cyclopentane, methyl-
56
41
5000
4.00 420 4.40 4.60 4.80
o m/z 69.00 43.68%
0 2
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
4.00 420 4.40 4.60 4.80
5000 41 m/z 55.00 26.01%
84
0 26
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1471: Cyclobutane, ethyl-
56 4.00 420 4.40 4.60 4.80
a1 m/z 39.00 25.96%
5000
0 1 2 84
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 400 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.34 15.53 ug/L 3089910 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 93
2 Benzene. propvl- 120 C9H12 000103-65-1 90
3 Benzene. propvl- 120 C9H12 000103-65-1 83
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 59
Abundance Scan 1682 (11.341 min): VX018746.D (-1675) (-) m/z 91.05 100.00%
91
5000
65 120 '|""|""f}A"|""4'
39 11.00 11.20 11.40 11.60
Obrrrprrrrkr e et ke 2 e 2 ek || M/Z 12010 22.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91
5000
11.00 11.20 11.40 11.60
65 120 m/z 65.00 12.18%
0'}ﬁ“”?iﬂ'J'JP'“I””I””I“'W”'W'”W'”'P”'"”P'”I””I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
11.00 11.20 11.40 11.60
5000 m/z 92.10 10.94%
120
39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91 11.00 11.20 11.40 11.60
m/z 78.10 6.61%
5000
120
o 15 39 65 ‘
miz> 20 40 60 8 100 150 140 140 180 200 230 240 260 280 | 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 10 Benzene, l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.42 32.81 ug/L 6527280 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1695 %1.421 min): VX018746.D (-1689) (-) m/z 105.05 100.00%
105
5000
120 )
77 91 ‘ o0 1140 1108 11 an
39 11.20 11.40 11.60 11.80
Obrrrrrrereb Bl bl d 140 178 207 250 288 | 75712005 31.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
o1 m/z 91.10 13.01%
15 3? 53 il 7{ ‘ L
m/z--> 20 40 eb 80 100 150 140 160 180 200 220 240 260 280
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.90%
120
91
oL.18 39 g9 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 11.20 11.40 11.60 11.80
m/z 103.10 8.80%
5000
120
. 39 3 77 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.49 20.26 ug/L 4031480 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 1706 (3)1.488 min): VX018746.D (-1702) (-) m/z 105.05 100.00%
105
5000 120
77 91
39 63 11.20 11.40 11.60 11.80
O el 334207 %L /7 120.10  45.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
77 m/z 77.10 13.28%
39 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.05 12.36%
39 g3 /791
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #940l:l\/lesitylene LA L L L L B

105 11.20 11.40 11.60 11.80
m/z 91.10 11.47%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, l-ethyl-4-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.65 3.99 ug/L 794791 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1733 (11.652 min): VX018746.D (-1728) (-) m/z 105.05 100.00%
105
5000
120
77 91
39 51 65 11.40 11.60 11.80 12.00
Ol e e el Ml 4l 130 147 174 208 | Tnz77120.05  30.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
m/z 90.95 11.83%
27 39 51 65 77 91
0...|.‘...‘l‘..“.‘.‘l‘.‘...“‘l..‘ﬁ.l‘k‘..‘.l‘....luu..|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.40 11.60 11.80 12.00
5000 m/z 77.00 11.41%
120
15 27 39 51 65 /7 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105 11.40 11.60 11.80 12.00
m/z 78.95 9.34%
5000
39 51 65 o N
..1?,.27..‘,..“..,“.‘...“‘,..“;.,‘.‘..‘.‘,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, 1,2,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.79 29.61 ug/L 5891410 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
Abundance Scan 1756 (11.793 min): VX018746.D (-1751) (-) m/z 105.10 100.00%
105
5000 120
77 91
51 11.40 11.60 11.80 12.00 12.20
Ol B e B b 188 185 207 286 ns57150.10  43.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.40 11.60 11.80 12.00 12.20
77 m/z 77.00 12 .34%
39 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
105
120 11.40 11.60 11.80 12.00 12.20
5000 m/z 119.10 11.75%
oL15 39 59 791
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9420: Benzene, 1,2,4-trimethyl-

11.40 11.60 11.80 12.00 12.20
m/z 91.10 11.03%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 14 Benzene, (2-methylpropyl)- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.14 ug/L 425417 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlipropvl)- 134 C10H14 000538-93-2 90
2 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 90
3 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 87
4 Benzene. butvl- 134 C10H14 000104-51-8 80
5 Benzene, butyl- 134 C10H14 000104-51-8 80
Abundance Scan 1774 (11.902 min): VX018746.D (-1767) (-) m/z 91.05 100.00%
91
5000
- 134
39 51 77 115 11.60 11.80 12.00 12.20
0 N i ) .1,0.3..-.~,...|~.,.1‘.‘5?.,.1.79.,....,2.0.7.. m/z 92.10 52.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14847: Benzene, (2-methylpropyl)-
91
5000
134 11.60 11.80 12.00 12.20
43 o5 m/z 134.10 23.96%
ol 15 27 | 83 | 77 | 108115 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
AR AR RS
11.60 11.80 12.00 12.20
5000 m/z 65.00 14.19%
65 134
15 27 39 51 77 103 115
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14849: Benzene, (2-methylpropyl)-
91 11.60 11.80 12.00 12.20
m/z 39.00 7.80%
5000
134
43
L2 s 7 | asus |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, (1-methylpropyl)- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.64 ug/L 525437 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlpropvl)- 134 C10H14 000135-98-8 78
2 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 72
3 Benzeneacetaldehvde. 4-methvl- 134 C9H100 000104-09-6 72
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 72
5 Ether, p-methylbenzyl vinyl 148 C10H120 026437-10-5 64
Abundance Scan 1779 (1d)1.933 min): VX018746.D (-1776) (-) m/z 105.10 100.00%
105
5000
77 134 11.60 11.80 12.00 12.20
ol 36 51 119 162 180 199 257 282 n/z 77.05 12 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14848: Benzene, (1-methylpropyl)-
105
5000
11.60 11.80 12.00 12.20
g1 134 m/z 79.10 11.48%
77
0 27 5\1 1l ‘ il 119
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.60 11.80 12.00 12.20
5000 m/z 134.10 11.19%
o7 51 o1 134

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15344: Benzeneacetaldehyde, 4-methyl-

11.60 11.80 12.00 12.20
m/z 103.00 9.39%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 16 Mesitylene Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.13 2.36 ug/L 469111 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1811 (12.128 min): VX018746.D (-1806) (-) m/z 105.10 100.00%
105
5000 120
77 91 11.80 12.00 12.20 12.40
ob B L o 209 265 o0 05 41.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.80 12.00 12.20 12.40
. m/z 77.05 13.02%
39 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
11.80 12.00 12.20 12.40
5000 120 m/z 91.05 11.43%
s 39 g3 /791
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9400: Mesitylene
105 11.80 12.00 12.20 12.40
120 m/z 119.05 10.78%
5000
39 7 o1
0...E?.ﬂ.ﬂ.?ﬁ.h.ﬂ.ﬁh”p”.w..” N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, 1,2-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.29 9.76 ug/L 1942250 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 96
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 94
4 Benzene. 1.3—diethvl— 134 C10H14 000141-93-5 93
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
Abundance Scan 1838 (%)2.292 min): VX018746.D (-1832) (-) m/z 105.05 100.00%
105
119
5000 134
77 %1
51 12.00 12.20 12.40 12.60
Obrrr gt .|",..-|: A ) 12 101207 253 281 m/z 119.10 68.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14842: Benzene, 1,2-diethyl-
105119
5000 134
o1 12.00 12.20 12.40 12.60
77 m/z 134.05 39.32%
39 43
0 .:.L.Slu‘...‘l‘..‘..l‘.‘...hlnu‘.”H..‘.‘ ...‘. RRRRBAR RRanama AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105119
12.00 12.20 12.40 12.60
5000 134 m/z 91.00 23.91%
91
27 4l g3 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14839: Benzene, 1,3-diethyl-
105119 12.00 12.20 12.40 12.60
m/z 77.10 16.24%
5000 134
91
77
39
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, 1l-methyl-3-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.30 16.88 ug/L 3357930 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 87
2 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 86
3 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 86
4 Benzene. (1l-methvipropvl)- 134 C10H14 000135-98-8 80
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 72
Abundance Scan 1839 (12.299 min): VX018746.D (-1838) (-) m/z 105.10 100.00%
105
5000
" 134 12.00 12.20 12.40 12.60
39
Orrrrrrrrdprrir oo i O il | 148163 101207223 253 281 n77 106.10  16.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14853: Benzene, 1-methyl-3-propyl-
105
5000
0 12.00 12.20 12.40 12.60
1 m/z 77.00 12.00%
J1s 39 e 77O | 119
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
105
12.00 12.20 12.40 12.60
5000 m/z 134.10 10.09%
134
ol 13 2751 77191 49
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14862: Benzene, 1-methyl-2-propyl-
105 12.00 12.20 12.40 12.60
m/z 79.10 8.61%
5000
134
O r ot prr e e e T e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, 1,4-diethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

12.44 2.09 ug/L 415382 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 90
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87

Abundance Scan 1862 (12.439 min): VX018746.D (-1858) (-) m/z 105.10 100.00%

5000

39 12.20 12.40 12.60 12.80

m/z 119.10 83.72%

o 261 283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14837: Benzene, 1,2-diethyl-

5000
12.20 12.40 12.60 12.80

m/z 134.15 45_.44%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

105119
12.20 12.40 12.60 12.80
5000 134 m/z 91.10 38.13%
91
7
39
15 63

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14838: Benzene, 1,4-diethyl-

12.20 12.40 12.60 12.80
m/z 76.95  22.89%

5000

12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, 1l-methyl-4-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.50 8.11 ug/L 1614100 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 95
2 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
3 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 91
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 91
Abundance Scan 1872 (12.500 min): VX018746.D (-1868) (-) m/z 105.05 100.00%
105
5000
134
77
39 12.20 12.40 12.60 12.80
Ol rrrprrrstrri S b et b e e e 2egs | m/z 134.10 24 33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
12.20 12.40 12.60 12.80
134 m/z 76.95 11.90%
77
o 27 S |
m/z--> 20 40 eb 80 160 150 150 160 180 200 220 240 260 280 300
Abundance
105
12.20 12.40 12.60 12.80
5000 m/z 106.05 10.54%
134
oLz s n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14861: Benzene, 1-methyl-2-propyl-
105 12.20 12.40 12.60 12.80
m/z 79.10 9.32%
5000
134
12 27 51 77
s a8 10 13D 130 180 150 300 315 240 240 20 30 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.57 24 .82 ug/L 4937970 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. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 1884 (12.573 min): VX018746.D (-1878) (-) m/z 119.05 100.00%
119
5000
134
91
39 65 12.20 12.40 12.60 12.80
0 .,....,....,..'..,.l...l,..l..,a|..'.1 - 2 S N— R m/z 134.10 32.37%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80
o1 m/z 91.05 19.31%
s P e
o ) ——
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.10 14 _.40%
91 134
39 65
oL 15
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119 12.20 12.40 12.60 12.80
m/z 76.95 10.31%
5000 134
91
39
0.“}ﬁﬂn,”nﬁénpﬂ.ﬁnﬂ.”w”..””..”.”..”.”..”” e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.59 16.14 ug/L 3210950 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 97
2 o-Cvmene 134 C10H14 000527-84-4 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
Abundance Scan 1887 (12.591 min): VX018746.D (-1886) (-) m/z 119.10 100.00%
119
5000
134
51 77 12.20 12.40 12.60 12.80 13.00
S /A PR A ...|.,.1.“F’.,..1.7.5....,2]97..,.... 2 m/z 134.10 20.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
9

5000
12.20 12.40 12.60 12.80 13.00

m/z 91.10 14 _.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
119
12.20 12.40 12.60 12.80 13.00
5000 m/z 120.10 10.40%
134
91

o7 41 6377 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14810: o-Cymene

12.20 12.40 12.60 12.80 13.00
m/z 117.10 6.64%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.65 38.21 ug/L 7603050 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 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 1897 (12.652 min): VX018746.D (-1892) (-) m/z 119.10 100.00%
119
5000
134
ngm 12.40 12.60 12.80 13.00
39 51 65 . . ) .
Ottt L A8 207 Pn/z 134.10 0 29.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
7 N s m/z 91.10 18.62%
...1.5,.2.7..3?..5.1.,?5...,....,....,....,....,....,....,....
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 120.10 10.46%
01 134
15 27 30 51 65 195
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 105.05 9.64%
5000
134
By PG e
o) N N ‘..“a‘. T
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\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, (1-methylenepropyl)- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
12.68 0.61 ug/L 120903 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvlenepropvI)- 132 C10H12 002039-93-2 87
2 Benzene. 4-ethenvl-1.2-dimethvl- 132 C10H12 027831-13-6 87
3 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 86
4 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 86
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83
Abundance Scan 1902 (12.683 min): VX018746.D (-1901) (-) m/z 117.05 100.00%
117
132
5000
63 __ 91 | 12.40 12.60 12.80 13.00
44 207 : : : :
Obrrrrrrrerbrrtthed gt ,.'.'-|.'.,1.‘??.,.1.6.9.,.1.9.1.,.... et Tm/z 132.10  53.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14062: Benzene, (1-methylenepropyl)-
117
132
5000
103 12.40 12.60 12.80 13.00
,, S m m/z 115.00 25.76%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117132
12.40 12.60 12.80 13.00
5000 m/z 131.05 18.44%
a1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14064: Benzene, (2-methyl-2-propenyl)-
117 12.40 12.60 12.80 13.00
m/z 91.00 12.03%
132
5000 o1
39 65
0.}ﬁﬂnwhﬂ.ﬂt”,”h,“.m.w.“”...” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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-ethyl-3,5-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.75 5.51 ug/L 1096800 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 81
2 Benzene. l-ethvIl-3.5-dimethvl- 134 C10H14 000934-74-7 81
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 70
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 70
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 70

Abundance Scan 1913 (12.750 min): VX018746.D (-1907) (-) m/z 119.05 100.00%
119
5000
91 105 134
39 51 65 ' 148 g, 12.40 12.60 12.80 13.00
ol e m/z 105.10 29.52%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
o1 m/z 117.05 26.14%
maa s el
O: ——r |‘|||‘||‘|‘| TP TS - ‘i‘::‘:‘ S— —— —
miz--> 0 20 40 6 8 100 120 140 160
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 134.20 25.97%
134
, 15 27 39 51 65 77 91 105
O T T T e T
miz--> 0O 20 40 6 8 100 120 140 160
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 91.05 25.38%
5000 134
15 2\7 3\9 5\1 6\5 7 9‘1 105 Ll \
0::::‘:::::‘:::‘: ‘::::”::::‘i‘::i|||‘|||||||
m/z--> c') 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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, 2,4-diethyl-1-methyl- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
12.84 0.86 ug/L 172033 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 93
2 Benzene. 1.4-diethvl-2-methvl- 148 C11H16 013632-94-5 91
3 Benzene. 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 90
4 Benzene. 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 87
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 68

Abundance Scan 1928 (12.841 min): VX018746.D (-1922) (-) m/z 133.10 100.00%
33
119
5000
148
91
41 g3 77 | 105 280 12.60 12.80 13.00 13.20
o} m/z 119.05 69.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133
119
5000
o1 148 12.60 12.80 13.00 13.20
77 | 19 m/z 148.15  32.96%
39 &
0‘15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
133
119 12.60 12.80 13.00 13.20
5000 m/z 91.00 22.71%
148
91 105
L 39 o7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
119133 12.60 12.80 13.00 13.20
m/z 117.00 16.57%
5000 148
91105
o
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 o-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.89 10.10 ug/L 2010110 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 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 o-Cvmene 134 C10H14 000527-84-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
Abundance Scan 1936 (12.890 min): VX018746.D (-1931) (-) m/z 119.10 100.00%
119
5000
134
91
39 65 12.60 12.80 13.00 13.20
SR SO A I S N~ N oy 7 o .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
u 12.60 12.80 13.00 13.20
9a 1 m/z 91.10 19.16%
39 65 ‘ ‘
OH}ﬁ“'W“mﬂhJV'“J“UL“W'“W“'W““l“”"“'“w'HWH'w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.60 12.80 13.00 13.20
5000 m/z 105.10 10.76%
01 134
0 15 39 65
mﬁmﬁ#ﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14810: o-Cymene
119 12.60 12.80 13.00 13.20
m/z 117.05 9.68%
5000
o1 134
1\5 | M 6\5 L ‘ I ‘
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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, 1,2,3,4-tetramethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.96 26.41 ug/L 5255370 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95

Abundance Scan 1948 (12.963 min): VX018746.D (-1940) (-) m/z 119.10 100.00%
119
5000 134
Wm 12.60 12.80 13.00 13.20
39 63 105 . . . .
Obrrrprrre bt b e e b e 120164 191 207 224 250 269 m/z 134.10 43.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20
m/z 91.05 17.23%
015\3\?\6\377‘1 wl
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance
119
12.60 12.80 13.00 13.20
5000 134 m/z 120.10 10.14%
91
L1 39 6377 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.05 9.18%
134
5000
39
77
0 .”,??.JL.?%,U..M..L.???.l..ﬁw.... S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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, 1,2,4,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.00 38.91 ug/L 7742180 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 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
Abundance Scan 1954 (13.000 min): VX018746.D (-1951) (-) m/z 119.10 100.00%
119
5000 134
Wm 12.60 12.80 13.00 13.20 13.40
39 63 . . . . .
Obrre bbb b Mk 148 167182 207 251269283 | “p7 7934710 41.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

5000
12.60 12.80 13.00 13.20 13.40

m/z 91.10 17.49%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.60 12.80 13.00 13.20 13.40
5000 134 m/z 120.10 9.73%

91
15 39 6377 "T105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-

12.60 12.80 13.00 13.20 13.40

m/z 77.00 8.71%

5000

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\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 33
R.T. EstConc Area Relative to ISTD R.T.
13.06 1.70 ug/L 338793 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvlpro... 148 Cl11H16 001595-16-0 87
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 72
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 72
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 72
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 64
Abundance Scan 1964 (13.061 min): VX018746.D (-1960) (-) m/z 119.10 100.00%
119
5000
91 148
W|m 133 12.80 13.00 13.20 13.40
51 . . . .
Obrrrre 3t detbhe lld187 207 284 o S1a8 10 29.38%
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
12.80 13.00 13.20 13.40

m/z 91.10 26 .84%

04
m/z--> 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 14.78%
o1 134
77 | 105

27 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

12.80 13.00 13.20 13.40
m/z 120.15 13.28%

5000

m/z--> 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\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 2,4-Dimethylphenethyl alcohol Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
13.11 0.84 ug/L 166483 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethviphenethvl alcohol 150 C10H140 006597-59-7 64
2 Benzene. 1l-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 59
3 Benzene. (l1l.1-dimethvipropvI)- 148 C11H16 002049-95-8 59
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 53
5 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 53

Abundance Scan 1972 (13.109 min): VX018746.D (-1970) (-) m/z 119.10 100.00%
119
5000
o1 148
12.80 13.00 13.20 13.40
39 63
o....,....,....,....,..|..,-.'l..'.~ SR N - N m/z 148.20 26.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23758: 2,4-Dimethylphenethyl alcohol
9

5000
12.80 13.00 13.20 13.40

m/z 120.10 20.11%

04
m/z--> 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 91.05 17.10%
91 148
26 4L 65

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22794: Benzene, (1,1-dimethylpropyl)-

12.80 13.00 13.20 13.40
m/z 106.10 8.49%

5000

m/z--> 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\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, l-ethenyl-4-ethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.21 7.73 ug/L 1538810 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 91
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 91
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90

Abundance Scan 1989 (13.213 min): VX018746.D (-1982) (-) m/z 117.05 100.00%
117
5000 13
91
51 77 12.80 13.00 13.20 13.40 13.60
Obrrrprrs 147 207 253 281 m/z 132.15 36.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
5000
132 12.80 13.00 13.20 13.40 13.60
o1 m/z 115.10 26 .56%
27 l ﬁl 1} 74 \‘ 'l ‘ will
O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
12.80 13.00 13.20 13.40 13.60
5000 m/z 131.10 20.85%
91 132
39 5
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 12.80 13.00 13.20 13.40 13.60
m/z 91.10 12.15%
5000 132
o 91 ‘
0“w?zﬂ'ﬂﬁyjﬁ'ﬂww“m'Nw'“w'”w'“w'“w'”w'“w'“w'“w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Propanal, 2-methyl-3-phenyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
13.25 0.78 ug/L 155912 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal. 2-methvIl-3-phenvl- 148 C10H120 1000131-87-6 62
2 Benzene. l1l-methoxv-2-(1l-methvlet... 148 C10H120 010278-02-1 58
3 Benzaldehvde. 4-(1-methvlethvl)- 148 C10H120 000122-03-2 58
4 Phenol. 2-(2-methvl-2-propenvl)- 148 C10H120 020944-88-1 52
5 Spiro[4.4]nona-1,3-diene, 1,2-di... 148 C11H16 1000163-57-6 50
Abundance Scan 1995 (13.250 min): VX018746.D (-1992) (-) m/z 105.10 100.00%
5

5000
13.00 13.20 13.40 13.60
0 178192207 282 m/z 133.10 58.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22668: Propanal, 2-methyl-3-phenyl-
133148
105
5000
7 119 13.00 13.20 13.40 13.60
51 91 m/z 148_.15 44 .69%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105 133
148 13.00 13.20 13.40 13.60
5000 m/z 119.05 42.50%
77
39 63 | a1
o285 119
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22689: Benzaldehyde, 4-(1-methylethyl)-
133 13.00 13.20 13.40 13.60
105 148 m/z 91.00  34.32%
5000
774, | 119
51
e
0 ...,.L.JJ”¢.,....,....,hh.v,..ﬂ.,ﬂln e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
13.29 2.79 ug/L 555058 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 81
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 70
3 o-Cvmene 134 C10H14 000527-84-4 64
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 62
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 62

Abundance Scan 2002 (13.292 min): VX018746.D (-1998) (-) m/z 119.10 100.00%
119
5000
133 148
1105 13.00 13.20 13.40 13.60
39
0 .,....,....',..'..?.‘3...1-,..|..,':|..'.| Sl 239 260 n77133.05  36.48Y%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
13.00 13.20 13.40 13.60
o1 148 m/z 148.20 30.75%
0 27 ‘\1\1 63 77 ‘ 10\5\\‘ 133
m/z--> 6 ﬁo 45 eb éo 160 150 150 1éo 180 200 220 240 2éo
Abundance
119
13.00 13.20 13.40 13.60
5000 m/z 91.10 16.69%
134
. 115 39 53 77 91 105
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14811: o-Cymene
119 13.00 13.20 13.40 13.60
m/z 117.05 11.10%
5000
134
91
oL A el |1
mz> 0 "'26"215"235 o e 'iéc')' 150 160 180 200 230 240 260 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M

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 unknown-01 Concentration Rank 10

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

13.33 23.12 ug/L 4599680 1,4-Dichlorobenzene-d4 12.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 70
2 o-Cvmene 134 C10H14 000527-84-4 70
3 o-Cvmene 134 C10H14 000527-84-4 70
4 p-Cvmene 134 C10H14 000099-87-6 70
5 o-Cymene 134 C10H14 000527-84-4 70

Abundance Scan 2008 (13.329 min): VX018746.D (-2004) (-) m/z 119.10 100.00%
119
5000 134
39 51 65 /7 103 13.00 13.20 13.40 13.60
0 Ll asoter 207 S 97 05 47.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
13.00 13.20 13.40 13.60
o1 134 m/z 134.10 39.79%
15 27 41 53 6 77 | 103 |
R e A a2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119 /\
e B
13.00 13.20 13.40 13.60
5000 m/z 91.10 22.16%
134
91
27 41 55 65 77 103
e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14810: o-Cymene
119 13.00 13.20 13.40 13.60
m/z 115.10 18.70%
5000
s o1 134
15 27 | 51 65 77 103
bt
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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, (1,1-dimethylpropyl)- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.41 2.65 ug/L 527466 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvlpro... 148 Cl11H16 001595-16-0 91
2 Benzene. (1l.1-dimethvipropvI)- 148 C11H16 002049-95-8 91
3 Benzene. (l1l.1-dimethvipropvI)- 148 C11H16 002049-95-8 90
4 Benzene. (1.1-dimethvlpropvl)- 148 C11H16 002049-95-8 78
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 72

Abundance Scan 2021 (13.408 min): VX018746.D (-2017) (-) m/z 119.05 100.00%
119
5000
77 9 e 1300 150 om0 Ta0 3%
39 : : : : :
O b e B2 .???,..I..l,‘?f‘..,.... 207 234 28l /7 148.15  19.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropy!)-
9

5000
13.00 13.20 13.40 13.60 13.80

m/z 91.05 12 .99%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

119
91
13.00 13.20 13.40 13.60 13.80
5000 m/z 120.10 10.60%
27 41 55 77 105 133148

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22803: Benzene, (1,1-dimethylpropyl)-

13.00 13.20 13.40 13.60 13.80
m/z 77.00 6.87%

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\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 unknown-02 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
13.46 0.59 ug/L 117183 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methoxymethvl-2.7-dimethvlcvcl... 164 C11H160 073992-48-0 47
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 38
3 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 38
4 Benzene. 1l-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 38
5 2,5-Dimethylbenzyl chloride 154 C9H11cClI 000824-45-3 35

Abundance Scan 2030 (13.463 min): VX018746.D (-2027) (-) m/z 119.10 100.00%

5000

13.20 13.40 13.60 13.80

0 m/z 104.10 72.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33693: 7-Methoxymethyl-2,7-dimethylcyclohepta-1,3,5-triene
119
5000
o1 13.20 13.40 13.60 13.80
0
M 77 m/z 132.05 32.92%
o 133 149 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
13.20 13.40 13.60 13.80
5000 m/z 91.00 32.58%
77 91 134
15 39 63 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-

13.20 13.40 13.60 13.80

m/z 117.10 21.35%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018746.D

Aca On : 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
13.54 0.89 ug/L 176292 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl-5-(1-methv... 148 C11H16 004706-90-5 62
2 Benzene. 1.3-dimethvl-5-(l1-methyv... 148 C11H16 004706-90-5 58
3 Benzene. 1.4-dimethvl-2-(l-methyv... 148 C11H16 004132-72-3 58
4 Benzene. 2.4-dimethvl-1-(1l-methv... 148 C11H16 004706-89-2 53
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 52
Abundance Scan 2043 (13.542 min): VX018746.D (-2038) (-) m/z 133.10 100.00%
5000
91 115 148
39 63 77 \ 13.20 13.40 13.60 13.80
Oy sfoerto et b bl e 208264 ARt 05 30.27%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133
5000
13.20 13.40 13.60 13.80
148 m/z 148.20 23.85%
15 355 7791054
) A I | " .‘...‘ | A —
m/z--> 6 25 Jo eb ab 160 150 150 1éo 180 200 220 250 2éo
Abundance
133
13.20 13.40 13.60 13.80
5000 m/z 91.10 14 .70%
91 105 148
15 ¥ e 119
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22827: Benzene, 1,4-dimethyl-2-(1-methylethyl)-
133 13.20 13.40 13.60 13.80
m/z 115.00 14.61%
5000
148
15 3‘9 3 77 91 1?5 ;9 |
oL ...‘. .‘... i I\”I\ s T —
m/z--> 6 25 Jo eb éo 160 150 150 1éo 180 200 220 250 2éo 13.20 13.40 13.60 13.80

SOMXTR100220WMA .M Wed Oct 07 12:23:50 2020 Page: 40



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100220\
Data File : VX018746.D

Acq On = 02 Oct 2020 14:36

Operator : JC/SP

Sample : L4171-13DL 25X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 11 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]
(DEL) Alkane: Str... 2.82 4.8 ug/L 438150 1 6.83 460208 5.0
(DEL) Alkane: Str... 2.87 38.0 ug/L 3502100 1 6.83 460208 5.0
(DEL) Alkane: Str... 3.15 93.8 ug/L 8631280 1 6.83 460208 5.0
(DEL) Alkane: Str... 3.50 124 .1 ug/L 11421800 1 6.83 460208 5.0
(DEL) Alkane: Str... 4.12 4.2 ug/L 382902 1 6.83 460208 5.0
(DEL) Alkane: Str... 4.28 3.0 ug/L 276913 1 6.83 460208 5.0
(DEL) Alkane: Cyc... 4.37 6.9 ug/L 634695 1 6.83 460208 5.0
Benzene, propyl- 11.34 15.5 ug/L 3089910 3 12.06 994803 5.0
Benzene, l-ethyl-_.. 11.42 32.8 ug/L 6527280 3 12.06 994803 5.0
Benzene, 1,2,3-tr... 11.49 20.3 ug/L 4031480 3 12.06 994803 5.0
Benzene, l-ethyl-_.. 11.65 4.0 ug/L 794791 3 12.06 994803 5.0
Benzene, 1,2,4-tr... 11.79 29.6 ug/L 5891410 3 12.06 994803 5.0
Benzene, (2-methy... 11.90 2.1 ug/L 425417 3 12.06 994803 5.0
Benzene, (1-methy... 11.93 2.6 ug/L 525437 3 12.06 994803 5.0
Mesitylene 12.13 2.4 ug/L 469111 3 12.06 994803 5.0
Benzene, 1,2-diet... 12.29 9.8 ug/L 1942250 3 12.06 994803 5.0
Benzene, l-methyl... 12.30 16.9 ug/L 3357930 3 12.06 994803 5.0
Benzene, 1,4-diet... 12.44 2.1 ug/L 415382 3 12.06 994803 5.0
Benzene, l-methyl... 12.50 8.1 ug/L 1614100 3 12.06 994803 5.0
Benzene, 2-ethyl-._.. 12.57 24 .8 ug/L 4937970 3 12.06 994803 5.0
Benzene, l-methyl... 12.59 16.1 ug/L 3210950 3 12.06 994803 5.0
Benzene, 4-ethyl-_.. 12.65 38.2 ug/L 7603050 3 12.06 994803 5.0
Benzene, (1-methy... 12.68 0.6 ug/L 120903 3 12.06 994803 5.0
Benzene, l-ethyl-_.. 12.75 5.5 ug/L 1096800 3 12.06 994803 5.0
Benzene, 2,4-diet... 12.84 0.9 ug/L 172033 3 12.06 994803 5.0
o-Cymene 12.89 10.1 ug/L 2010110 3 12.06 994803 5.0
Benzene, 1,2,3,4-_... 12.96 26.4 ug/L 5255370 3 12.06 994803 5.0
Benzene, 1,2,4,5-... 13.00 38.9 ug/L 7742180 3 12.06 994803 5.0
Benzene, l-methyl... 13.06 1.7 ug/L 338793 3 12.06 994803 5.0
2,4-Dimethylphene... 13.11 0.8 ug/L 166483 3 12.06 994803 5.0
Benzene, l-etheny... 13.21 7.7 ug/L 1538810 3 12.06 994803 5.0
Propanal, 2-methy... 13.25 0.8 ug/L 155912 3 12.06 994803 5.0
Benzene, 2-ethyl-_.. 13.29 2.8 ug/L 555058 3 12.06 994803 5.0
unknown-01 13.33 23.1 ug/L 4599680 3 12.06 994803 5.0
Benzene, (1,1-dim... 13.41 2.6 ug/L 527466 3 12.06 994803 5.0
unknown-02 13.46 0.6 ug/L 117183 3 12.06 994803 5.0
Benzene, 1,3-dime... 13.54 0.9 ug/L 176292 3 12.06 994803 5.0
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