LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 42 49 55 rBvV 89665 97357 2.08% 0.197%
1.697 94 100 106 rBV 78976 110971 2.37% 0.224%
206 217 rVB 186571 285058 6.08% 0.575%
2.825 276 285 287 rBv2 115285 226885 4.84% 0.458%
2.867 287 292 305 rVB 761672 1569376 33.49% 3.168%
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3.148 329 338 354 rBV 1694987 3829949 81.72% 7.731%
3.501 385 396 411 rBV 2132671 4686681 100.00% 9.461%
496 508 rvB3 46578 137454 2.93% 0.277%
4.276 511 523 531 rBV 31816 104790 2.24% 0.212%
4.373 531 539 551 rvB 101836 296958 6.34% 0.599%

QOO ~NO®
N
=
=
=
N
0]
()]

11 4.562 557 570 584 rBV 60306 265228 5.66% 0.535%
12 5.141 654 665 681 rBv2 109341 328808 7.02% 0.664%
13 6.044 799 813 828 rBv2 238869 724904 15.47% 1.463%
14 6.830 933 942 952 rBV 179599 436103 9.31% 0.880%
15 7.367 1022 1030 1039 rBV 145075 317658 6.78% 0.641%

16 8.372 1189 1195 1202 rBV 100838 168864 3.60% 0.341%
17 8.696 1237 1248 1259 rBV 400967 632929 13.50% 1.278%
18 8.994 1289 1297 1306 rVB2 72671 117017 2.50% 0.236%
19 9.427 1362 1368 1378 rBV 464426 683057 14.57% 1.379%
20 10.098 1472 1478 1488 rBV 382938 531410 11.34% 1.073%

21 11.000 1621 1626 1633 rBV 55901 75047 1.60% 0.151%
22 11.232 1659 1664 1672 rVB 159960 213051 4 _55% 0.430%
23 11.341 1676 1682 1689 rBV 988910 1251393 26.70% 2.526%
24 11.421 1689 1695 1702 rVV 1427387 2739796 58.46% 5.531%
25 11.494 1702 1707 1714 rVB 1317613 1682363 35.90% 3.396%

26 11.652 1727 1733 1741 rBV 280389 342685 7.31% 0.692%
27 11.793 1751 1756 1765 rVB 2052752 2501376 53.37% 5.049%
28 11.902 1765 1774 1776 rBV 121984 157646 3.36% 0.318%
29 11.927 1776 1778 1783 rVB 158417 185471 3.96% 0.374%
30 12.006 1786 1791 1795 rVvVv 337812 424472 9.06% 0.857%

31 12.061 1795 1800 1805 rVB2 489498 703844 15.02% 1.421%
32 12.128 1805 1811 1816 rVB 161224 199354 4._.25% 0.402%
33 12.213 1820 1825 1831 rVB 33073 48504 1.03% 0.098%
34 12.286 1831 1837 1838 rBV 670147 727662 15.53% 1.469%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 12.305 1838 1840 1844 rVV 1004420 1194354 25.48% 2.411%

36 12.353 1844 1848 1858 rVB2 2269123 3309354 70.61% 6.680%
37 12.445 1858 1863 1868 rBV2 124975 171526 3.66% 0.346%
38 12.500 1868 1872 1878 rVB 503121 610350 13.02% 1.232%
39 12.573 1878 1884 1886 rBV 1367417 1928742 41.15% 3.893%
40 12.591 1886 1887 1892 rVB 1258062 1196199 25.52% 2.415%

41 12.652 1892 1897 1901 rBV 2560487 2921586 62.34% 5.898%

42 12.683 1901 1902 1907 rVB 50751 47197 1.01% 0.095%
43 12.750 1907 1913 1921 rBV3 224479 406767 8.68% 0.821%
44 12.835 1922 1927 1931 rBV3 45693 57482 1.23% 0.116%

45 12.890 1931 1936 1940 rVB 629166 768565 16.40% 1.551%

46 12.963 1940 1948 1951 rBV 1636900 2021334 43.13% 4._.080%
47 13.000 1951 1954 1960 rVB 2555337 3023810 64.52% 6.104%
48 13.061 1960 1964 1966 rBV 90786 107056 2.28% 0.216%
49 13.109 1970 1972 1975 rVB 63313 53164 1.13% 0.107%
50 13.207 1982 1988 1992 rBV 488603 604576 12.90% 1.220%

51 13.250 1992 1995 1998 rVVv 44800 49105 1.05% 0.099%
52 13.292 1998 2002 2004 rVVv2 125678 181541 3.87% 0.366%
53 13.329 2004 2008 2017 rVV2 1254849 1814544 38.72% 3.663%
54 13.408 2017 2021 2027 rVvV 153599 174212 3.72% 0.352%
55 13.542 2038 2043 2047 rBV2 38266 62281 1.33% 0.126%

56 13.628 2051 2057 2064 rVVv2 814340 1246169 26.59% 2.516%
57 13.719 2067 2072 2076 rVB 129645 168860 3.60% 0.341%

58 13.969 2107 2113 2115 rBV2 59538 87211 1.86% 0.176%

59 13.999 2115 2118 2124 rVB3 153049 210510 4 _.49% 0.425%

60 14.115 2133 2137 2143 rBV 79387 98188 2.10% 0.198%

61 14.256 2156 2160 2166 rBV 49445 76843 1.64% 0.155%

62 14.359 2172 2177 2182 rBV 47428 64274 1.37% 0.130%

63 14.676 2222 2229 2234 rBV 51835 78567 1.68% 0.159%
Sum of corrected areas: 49538488
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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\VX100220\
VX018750.D

02 Oct 2020 16:16

JC/SP

L4171-13DL2 50X

25.0mL/MSVOA X/WATER

15 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

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 1 (DEL) Alkane: Straight-Chai...

Concentration Rank 22

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

2.82 2.60 ug/L 226885 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 83
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
4 Methvlamine. N-(l-propvlbutvlide... 127 C8H17N 010599-78-7 33
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 28

Abundance Scan 284 (2.819 min): VX018750.D (-276) (-) m/z 43.10 100.00%
48
5000 //\\
71 ..................
55
36 240 2.60 2.80 3.00 3.20
ol 118 o2 07 2% m/z 41.95 81.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1828: Butane, 2,3-dimethyl-
43
5000 SRS RN ----u-
71 240 260 2.80 3.00 3.20
m/z 40.95 48.56%
21 || 55 86
O'}a'b”tl”wl”"P“'W"”I'”'I”"P"'"”I'”'I”"P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
I'”'I”"Hﬁ”l”"ﬁ'
240 260 280 3.00 3.20
5000 m/z 71.10 25.78%
27 71
15 55 86
G R R R R L SRS R RN LA LR RARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1/\
Abundance #1830: Butane, 2,3-dimethy!l- L e A
42 240 2.60 2.80 3.00 3.20
m/z 39.10 22 .90%
5000
71
27 ‘
55 86
0'}a'h”h*”tl”'WJ'”I”"P"W'”'I”""”I'”'P"W' RN SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 240 260 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 6

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

2.87 17.99 ug/L 1569380 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 83
3 Pentane 72 C5H12 000109-66-0 47
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45

Abundance Scan 292 (2.867 min): VX018750.D (-287) (-) m/z 43.10 100.00%
a3
5000 71
| o 260 280 3.00 320
86 : : : :
ool tl 8 108 147 163 Ui MG T 48, 08%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1825: Pentane, 2-methyl-
43
5000 ERIN S R S R
27 71 2.60 2.80 3.00 3.20
m/z 42.05 47 .55%
15 57
0 2 ‘ “\‘ ‘\ . M‘ \‘ 86
L A SR S SN S UL UL SARLL L B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
43
260 280 3.00 320
5000 m/z 41.00 46.24%
27 71
, 15 57 86
e L L L L B B B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #706: Pentane e LS ma
43 2.60 2.80 3.00 3.20
m/z 39.10 23.64%
5000
27 57 72
O }?I"J"h *"“M L LA WAL SN DAL SURL RSN S R R
m/z--> 0 20 40 60 80 100 120 140 160 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 43.91 ug/L 3829950 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 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): VX018750.D (-329) (-) m/z 57.05 100.00%
57
41
5000
280 300 320 340
86 : : : :
ol 103 128 162 186 221 m/z 56.10 85_17%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1824: Pentane, 3-methyl-
57
41 j\
5000 NP NN SR
2.80 3.00 3.20 3.40
m/z 41.00 71.85%
5, |
G R A RS RN RS LA SN LSS SRR LARAS UL RARAN SARAN SARAN AAR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
41 2.80 3.00 3.20 3.40
5000 m/z 43.00 24 .48%
0 15 86
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1826: Pentane, 3-methyl-
5[7 2.80 3.00 3.20 3.40
a1 m/z 39.00 22.93%
5000
0 1\5 | “\‘ ) 8\6
m/z--> (I) 2|0 4IO 6|O 8IO 1(|)0 12|0 14|10 1é0 1&|30 2(|)0 22|0 24|10 2610 2&|30 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 53.73 ug/L 4686680 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 59
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 50
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 38

Abundance Scan 396 (3.501 min): VX018750.D (-385) (-) m/z 57.10 100.00%
a Y
5000
‘ % 320 340 360 380
71 : : : :
o.,....,....;...',..'..,.I...,.l.l.l.,....,.... RN M- m/z 40.95 79.41%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1821: n-Hexane
57
41
5000 RSN SRR RSN AR
3.20 3.40 3.60 3.80
2 86 m/z 43.10 60.73%
71
R A R R B S B AR LA AR LA
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57 /\
43 AN SRR SN R
29 3.20 3.40 3.60 3.80
5000 m/z 56.05 50.50%
86
) 15 71
G e R A R R LS A L WA SRS LS RARRE
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1820: n-Hexane R R e maaame
43 57 3.20 3.40 3.60 3.80
m/z 42.00 30.19%
29
5000
86
2 15 | ‘ |
O P e e o e e e ISR SRR RSN AR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 25

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

4.11 1.58 ug/L 137454 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 72
2 Butanoic acid. 2-methvl-., 2-meth._.. 158 C9H1802 002445-67-2 72
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 64
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 53
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53

Abundance Scan 496 (4.111 min): VX018750.D (-486) (-) m/z 57.05 100.00%
g7
85
4
5000

3.80 4.00 4.20 4.40

Ol prrrrprrrtslh b oo, 127142 191209 279 m/z 85.10 62.15%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3994: Pentane, 2,2-dimethyl-
57
5000 4
85 3.80 4.00 4.20 4.40
m/z 43.10 61.47%
L5l 100
T R T e I T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
85 3.80 4.00 4.20 4.40
5000 41 m/z 41.10 53.41%
103
130
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3996: Pentane, 2,2-dimethyl-
5[7 3.80 4.00 4.20 4.40
m/z 55.95 48 .65%
85
5000 4
26 1| 100
O e e e e o e e R R A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 31

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

4.28 1.20 ug/L 104790 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 78
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 78
3 Hexane. 2-methvl- 100 C7H16 000591-76-4 64
4 Hexane. 1-(hexvloxv)-5-methvl- 200 C13H280 074421-19-5 59
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59

Abundance Scan 524 (4.282 min): VX018750.D (-511) (-) m/z 43.00 100.00%
43
57
5000 a5
69 4.00 4.20 4.40 4.60
100
Ol el by 142 184 193 207 0 Thyz 57.00  77.27%
m/z--> 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 41.00 66 .35%
L1 e | 100
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57
4.00 4.20 4.40 4.60
5000 m/z 56.10 58.79%
ol 15 69 100
miz--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #3976: Hexane, 2-methyl- e AR AR S
43 4.00 4.20 4.40 4.60
m/z 85.00 36 .82%
5000 85
57
29
0 15 H LIl ! 71 1l 190
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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 3.40 ug/L 296958 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
4 Pentane. 2-cvclopropvl- 112 C8H16 005458-16-2 47
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 47

Abundance Scan 538 (4.367 min): VX018750.D (-531) (-) m/z 56.10 100.00%
96
5000
400 420 440 4.60 4.80
(o} m/z 41.05 55.64%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 4.20 4.40 4.60 4.80
28 " m/z 69.05 45_.93%
O'I”}i'”'P"I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
56
41 400 420 4.40 4.60 4.80
5000 m/z 39.00 29.59%
69
27 84
1 15
e e R R R RS LS LS RS LRSS RSN SERRN SRR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1491: Cyclopentane, methyl-
56 4.00 4.20 4.40 4.60 4.80
m/z 54.95 27 .20%
5000 41
69
27 ‘ ‘ 84
0'I”}aﬂhﬂm'MI”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 4.00 4.20 4.40 4.60 4.80

SOMXTR100220WMA .M Wed Oct 07 12:25:56 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 12
R.T. EstConc Area Relative to ISTD R.T.
11.34 8.89 ug/L 1251390 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 Benzene. propvl- 120 C9H12 000103-65-1 90
3 Benzene. propvl- 120 C9H12 000103-65-1 83
4 Propanenitrile. 3-T(phenvimethvl... 160 C10H12N2 000706-03-6 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
Abundance Scan 1682 (11.341 min): VX018750.D (-1676) (-) m/z 91.10 100.00%
o
5000
120 _AA
65
39 105 11.00 11.20 11.40 11.60
Obrrr e e b eA7 162177192207 281 Tns57120.10 | 24.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
9
5000
11.00 11.20 11.40 11.60
65 120 m/z 64.95 12 .32%
39 105
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 11.08%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
il 11.00 11.20 11.40 11.60
m/z 78.10 6.89%
5000
120
0 15 3\9 ) 6\5 . ‘ 195
miz> 20 40 60 80 100 120 140 150 180 200 250 240 260 280 11.00 11.20 11.40 11.60

SOMXTR100220WMA .M Wed Oct 07 12:25:57 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 Benzene, l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.42 19.46 ug/L 2739800 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1695 (3)1.421 min): VX018750.D (-1689) (-) m/z 105.10 100.00%
105
5000
120 )
7791 AN BN SRS S
39 63 11.20 11.40 11.60 11.80
Ol e et e Mg 144,180 207 248 281 m/z 120.10 30.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 11.20 11.40 11.60 11.80
77 91 m/z 91.10 14.21%
0..%?”.?fnu.?ﬁ.ﬂh.ﬂ.,U”.,..”,..”,....................,”..,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.10 11.89%
120
5 39 779

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9426: Benzene, 1-ethyl-3-methyl-

11.20 11.40 11.60 11.80
m/z 103.05 8.97%

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

SOMXTR100220WMA .M Wed Oct 07 12:25:59 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 11.95 ug/L 1682360 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 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 C9H12 000108-67-8 94
Abundance Scan 1706 (11.31)88 min): VX018750.D (-1702) (-) m/z 105.10 100.00%
105
5000 120
77 91
39 g3 11.20 11.40 11.60 11.80
Obrrr b et bl b 138 260 207 252 77150705 45.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
77 m/z 77.00 13.54%
39 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.05 12 _.25%
0 2639 63 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9399: Mesitylene e e
105 11.20 11.40 11.60 11.80
120 m/z 91.10 11.70%
5000
39 77 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80

SOMXTR100220WMA .M Wed Oct 07 12:26:00 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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-2-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.65 2.43 ug/L 342685 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 94
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 1733 (11.652 min): VX018750.D (-1727) (-) m/z 105.10 100.00%
105
5000
120
77 91 ‘
39 51 65 11.40 11.60 11.80 12.00
0 o2 198 177 193208 238 m/z 120.05 29.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
m/z 91.10 13.28%
27 39 51 65 77 9%
o) I .‘... T T
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240
Abundance
105
11.40 11.60 11.80 12.00
5000 m/z 77.00 12.31%
120

15 27 3951 65 /7 91

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105 11.40 11.60 11.80 12.00
m/z 103.10 9.67%
5000
77 o1 120
Tl 0 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00

SOMXTR100220WMA .M Wed Oct 07 12:26:02 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 Mesitylene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.79 17.77 ug/L 2501380 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 93
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1756 (11.793 mig): VX018750.D (-1751) (-) m/z 105.10 100.00%
105
5000 120
77 91
39 51 ¢5 11.40 11.60 11.80 12.00 12.20
Ol ol 183 147 207 Ths77120.05  42.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.40 11.60 11.80 12.00 12.20
m/z 77.00 12.28%
s 2738 es T )
mz-> 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 119.05 11.49%
27 39 51 g5 7 O1
(O I T e T e B s e s
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl-
105 11.40 11.60 11.80 12.00 12.20
m/z 91.05 11.14%
5000 120
15 27 3? 5} & 7ﬁ gﬁ 1/
0||||i||‘||‘|‘|‘|‘|||‘|||| |||‘|H|||||||| —— T
m/z--> 20 40 60 8 100 120 140 160 180 200 11.40 11.60 11.80 12.00 12.20

SOMXTR100220WMA .M Wed Oct 07 12:26:03 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 33
R.T. EstConc Area Relative to ISTD R.T.
11.90 1.12 ug/L 157646 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 87
3 Benzene. butvl- 134 C10H14 000104-51-8 86
4 Benzene. butvl- 134 C10H14 000104-51-8 80
5 Benzene, butyl- 134 C10H14 000104-51-8 80
Abundance Scan 1774 (11.902 min): VX018750.D (-1765) (-) m/z 91.00 100.00%
il
5000
- 134
39 78 117 | 11.60 11.80 12.00 12.20
ol 82 B8 Ly 2T 28 h727 92 10 50.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14850: Benzene, (2-methylpropyl)-
a1
5000
11.60 11.80 12.00 12.20
65 134 m/z 134.20 24 .81%
015 \3\?52 \‘ 7\\8\ 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91
AR AR AR AR
11.60 11.80 12.00 12.20
5000 m/z 65.00 15.33%
134
43
o 27 65 78 115
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14828: Benzene, butyl-
il 11.60 11.80 12.00 12.20
m/z 39.10 7.40%
5000
134
65
m/z--> 20 45 eb 85 100 150 140 160 180 200 220 240 11.60 11.80 12.00 12.20

SOMXTR100220WMA .M Wed Oct 07 12:26:04 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 Oxirane, 2-methyl-2-phenyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.93 1.32 ug/L 185471 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 91
2 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 90
3 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 90
4 Benzene. (1l-methvipropvl)- 134 C10H14 000135-98-8 86
5 Benzeneacetaldehyde, 4-methyl- 134 C9H100 000104-09-6 86
Abundance Scan 1779 (11.933 min): VX018750.D (-1776) (-) m/z 105.10 100.00%
105
5000
v 134 11.60 11.80 12.00 12.20
51
Obrrrrrr 22l e e 2 AST 198207 215 1 Tn/z 77.10 11.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
11.60 11.80 12.00 12.20
-7 134 m/z 134.10 10.35%
0 27 , 5\1 m M 91 \\‘ 119
m/z--> 20 40 eb 80 160 150 150 160 180 200 220 240 260
Abundance
105
11.60 11.80 12.00 12.20
5000 m/z 103.10 9.60%
77
27 51 91 119134

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15357: Benzeneacetaldehyde, .alpha.-methy!-

11.60 11.80 12.00 12.20
m/z 106.00 9.24%

5000

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

SOMXTR100220WMA .M Wed Oct 07 12:26:07 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.02 ug/L 424472 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 95
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
3 o-Cvmene 134 C10H14 000527-84-4 94
4 p-Cvmene 134 C10H14 000099-87-6 94
5 o-Cymene 134 C10H14 000527-84-4 94
Abundance Scan 1792 (12.012 min): VX018750.D (-1786) (-) m/z 119.05 100.00%
119
5000
91 134
39 g3 77 | 105 11,60 11.80 12.00 12.20 12.40
O b et e O 28, | m/z 134,10 28.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14808: p-Cymene
119
5000
91 11.60 11.80 12.00 12.20 12.40
27 134 m/z 91.00 25.33%
0 15 m 3‘\9 i 6\ ‘ 1y 195 | ‘
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260
Abundance
119
11.60 11.80 12.00 12.20 12.40
5000 o m/z 117.10 13.60%
134
o 15 39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14812: o-Cymene
119 11.60 11.80 12.00 12.20 12.40
m/z 120.10 9.14%
5000
134
91
oL 274 8377 | 104 | ‘ N
m/z--> 20 4'0 6|O 8|0 1(')0 12'0 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40

SOMXTR100220WMA .M Wed Oct 07 12:26:08 2020 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, 1,2,4-trimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.13 1.42 ug/L 199354 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 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 1811 (12.128 min): VX018750.D (-1805) (-) m/z 105.10 100.00%

105

5000 120

77 91
39 51 63 11.80 12.00 12.20 12.40
Obrerrrrrrrryrrdprrre et 138 188 eSS m/z 120.05 39.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #9412: Benzene, 1,2,3-trimethyl-
105

5000
120 11.80 12.00 12.20 12.40

m/z 77.00 13.27%

0 "|'1"5'|"2'“|'""l""'i"""l"""l"'ll""l"" - """‘I""'I""I""I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
105
120 11.80 12.00 12.20 12.40
5000 m/z 119.10 10.43%

5 27 39 51 g5 (7 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9414: Benzene, 1,2,3-trimethyl-
105 11.80 12.00 12.20 12.40
m/z 91.05 10.22%
5000 120
39
77
27 ‘ 51 63 ‘ 91
Obrerrrrprrdrrreterreter e el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, 1,4-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.29 5.17 ug/L 727662 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 91
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
Abundance Scan 1838 (12.292 min): VX018750.D (-1831) (-) m/z 105.05 100.00%
105
119
5000 134
47 91
39 51 65 12.00 12.20 12.40 12.60
0 A7 190 207 Thz7 11905 65.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14841: Benzene, 1,4-diethyl-
105 119
5000 134
91 12.00 12.20 12.40 12.60
-7 m/z 134.10 39.14%
27 4151 65 | ‘
0 ...|.‘.‘..‘l‘..‘..|‘.‘...“l..‘a.|H‘..‘.l...‘.l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105 119
12.00 12.20 12.40 12.60
5000 134 m/z 91.05 22 .46%
91
77
oL 15 27 39 51 65
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105 |19 12.00 12.20 12.40 12.60
m/z 77.10 16.53%
5000 91 134
39 51 65 7
27
0 ..1‘.5|.‘.‘. "I""‘P"I“"";“‘I"w" I\‘I‘I "l‘l""'l""l""l""I""
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, 1l-methyl-2-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.30 8.48 ug/L 1194350 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-propvl- 134 C10H14 001074-17-5 87
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 86
3 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 80
4 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 78
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 72
Abundance Scan 1839 (1(1)2.299 min): VX018750.D (-1838) (-) m/z 105.10 100.00%
105
5000
77
39 134 12.00 12.20 12.40 12.60
Obrrrrrrrrebrrrob b Ol b 148 188 216 282 | h757906.10  17.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14861: Benzene, 1-methyl-2-propyl-
105
5000
12.00 12.20 12.40 12.60
134 m/z 77.00 12.89%
13?81 77O |19
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
12.00 12.20 12.40 12.60
5000 m/z 92.00 10.26%
134
ol 13 2751 1791 | 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 134.10 9.67%
5000
134
I e
m/z--> 20 40 eb 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, 1,2-diethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.44 1.22 ug/L 171526 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 95
3 Ethanone. 1-(3-methviphenvI)- 134 C9H100 000585-74-0 91
4 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 90
Abundance Scan 1862 (12.439 min): VX018750.D (-1858) (-) m/z 105.00 100.00%
105 119
5000 o1 134
39 51 65 ' | 12.20 12.40 12.60 12.80
o ..|.--,'...'.,.1?9.,.?7.2],....,2.0.7.. m/z 119.10 82.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105 419
5000 91 134
12.20 12.40 12.60 12.80
77 m/z 134.10 48.98%
27 39 51 65 ‘
0 ..1‘.5|.‘.‘. .“..“l‘.‘l“.‘..ﬁ“luu‘l‘.l“.‘. .‘M...‘.“...l....l....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105 119
12.20 12.40 12.60 12.80
5000 o1 134 m/z 91.10 40.35%
39 51 I
65
15 27
G S S I I WL WL L B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15328: Ethanone, 1-(3-methylphenyl)-
g1 119 12.20 12.40 12.60 12.80
m/z 117.20 26 .48%
5000 134
43 6
0 15 27 ||, g 77 4| 103 | ‘
m/z--> 20 40 60 8 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 Benzeneacetaldehyde, .alpha... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.50 4._.34 ug/L 610350 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 94
2 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 91
3 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
4 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 91
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 91
Abundance Scan 1872 (12.500 min): VX018750.D (-1868) (-) m/z 105.05 100.00%
105
5000
. 134
a1 12.20 12.40 12.60 12.80
39 63
o...,....-,..-..,-.-...“,..':.,"..1.1,9...\.,1.‘.‘?.,....,..1??,2]97.. 249 200 Tn777134.10 22.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
12.20 12.40 12.60 12.80
. 134 m/z 77.00 12 .85%
0 27 ) 5\1 m M 91 H 119
m/z--> 20 40 eb 80 160 150 150 160 180 200 220 240 260
Abundance
105
12.20 12.40 12.60 12.80
5000 m/z 106.05 10.22%
7 134
0 3g °1 % 11s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14855: Benzene, 1-methyl-2-propyl-
105 12.20 12.40 12.60 12.80
m/z 90.95 9.25%
5000
134
oL15 39 63 /9 | 110
m/z--> 20 bebﬁlﬁﬁomlmmomzmﬁoﬁ 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.57 13.70 ug/L 1928740 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. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 1884 (12.573 min): VX018750.D (-1878) (-) m/z 119.10 100.00%
119
5000
134
A 12.20 12.40 12.60 12.80
39 65 . : . .
I S NI I T 7. S M o 7 [ B oL
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
0 12.20 12.40 12.60 12.80
9a 1 m/z 91.05 18.61%
3 6 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.05 12.72%
134
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14812: o-Cymene
119 12.20 12.40 12.60 12.80
m/z 77.00 9.52%
5000
134
91
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, 1,2,4,5-tetramethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.59 8.50 ug/L 1196200 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 95
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 91
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 91
5 o-Cymene 134 C10H14 000527-84-4 91
Abundance Scan 1887 (12.591 min): VX018750.D (-1886) (-) m/z 119.10 100.00%
119
5000
77 134 12.20 12.40 12.60 12.80 13.00
51 : : : : :
O g e 129500 | 10 178 208 281 e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14809: p-Cymene
119
5000

12.20 12.40 12.60 12.80 13.00
o1 134 m/z 91.10 12.45%

274, 877 | 105

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 77.00 7 .36%
134

91
39 6377 | 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119 12.20 12.40 12.60 12.80 13.00
m/z 117.10 7.07%
134
5000

91
39 77
15 1l ?3 A ‘ 105 1l \\

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

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, 2-ethyl-1,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.65 20.75 ug/L 2921590 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. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 1897 (12.652 min): VX018750.D (-1892) (-) m/z 119.05 100.00%
149
5000
o 134
39 51 65 77 105 12.40 12.60 12.80 13.00
Ol b el 148188 206 1 Tm/z 134.05  28.50%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
7 % os m/z 91.05 18.41%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 10.31%
134
, 1527 39 51 65 77 91 105
O o O e B B R
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 105.05 9.35%
5000
134
91
0 15273951 6577 TP ||
m/z--> 0 20 4'0 6|O 80 1(')0 120 140 160 180 200 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 o0-Cymene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.75 2.89 ug/L 406767 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 92
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 76
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 76
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 76
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 76
Abundance Scan 1913 (12.750 min): VX018750.D (-1907) (-) m/z 119.10 100.00%
119
5000
91 105 134
77
39 63 | 148 12.40 12.60 12.80 13.00
0 ,....',-..'..,l.l...|-l,..|:.,l.|'..|:- B W -2 S 07 AN .2 m/z 134.05 25.41%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14811: o-Cymene
119
5000
12.40 12.60 12.80 13.00
o1 134 m/z 117.00 25.26%
L2 4637 | 105 |
mz-> 20 40 'e'o' T T T e The T 3o 20 3 ke 3
Abundance
119
134 12.40 12.60 12.80 13.00
5000 m/z 105.10 23.84%

91
3953 77 77405

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14871: Benzene, 1,2,4,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 91.00 21.18%
134
5000

‘9 53 17 ‘ 105 |
o e 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, 4-ethyl-1,2-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.89 5.46 ug/L 768565 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 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 1936 (12.890 min): VX018750.D (-1931) (-) m/z 119.10 100.00%
119
5000
134
WMNS ‘ 12.60 12.80 13.00 13.20
39 63 - - - -

Ol bl 248165 185 210 281 1 Tnz77134.10  29.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

5000
12.60 12.80 13.00 13.20

m/z 91.05 19.73%

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
5000 m/z 105.05 11.69%
o1 134
77 | 105

27 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14811: o-Cymene

12.60 12.80 13.00 13.20
m/z 120.10 9.97%

5000

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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, 1,2,3,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.96 14_.36 ug/L 2021330 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 96
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
Abundance Scan 1947 (12.957 min): VX018750.D (-1940) (-) m/z 119.05 100.00%
119
5000 134
W% 12.60 12.80 13.00 13.20
39 63 105 . . : .
o...,....',..-..,.'...',..|..,.'..':"...".,.1.4?.,.... S S A—-) m/z 134.10 43.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

5000
12.60 12.80 13.00 13.20

m/z 91.10 18.03%

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

119
12.60 12.80 13.00 13.20
5000 134 m/z 120.15 10.23%
91
L2 39 53 77 105
T T T T T T e e T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-

12.60 12.80 13.00 13.20
m/z 133.05 9.20%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 3
R.T. EstConc Area Relative to ISTD R.T.
13.00 21.48 ug/L 3023810 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. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 1954 (13.000 min): VX018750.D (-1951) (-) m/z 119.10 100.00%
119
5000 134
77gl 12.60 12.80 13.00 13.20 13.40
39 51 65 103 : : : : :
b b e iy el Ml 247 193 208 m/z 134.20 39.88%
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
m/z 91.00 17.04%

91
39
Tt N
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 120.10 9.97%
91
ol 15 27 39 51 65 77 105
L o e o o B N BRI i i e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.60 12.80 13.00 13.20 13.40
m/z 77.00 8.67%
5000 134

91
15 27 3\9 51 65 7\7 | 105 )

Ol e el e

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\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, l-methyl-4-(1-meth... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
13.06 0.76 ug/L 107056 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. l1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 68
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 68
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 64
5 2,4-Dimethylphenethyl alcohol 150 C10H140 006597-59-7 64
Abundance Scan 1964 (13.061 min): VX018750.D (-1960) (-) m/z 119.10 100.00%
119
5000
91 148
77 133 12.80 13.00 13.20 13.40
39 63
ol 163 207 273 291 m/z 148.10 28.09%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
12.80 13.00 13.20 13.40
o1 148 m/z 91.00 24 .06%
0 27 ‘\1\1 63 77 A H‘ 133
m/z--> 25 40 eb éo 160 120 140 160 180 200 220 240 260 280 300
Abundance
119
12.80 13.00 13.20 13.40
5000 m/z 105.05 16.12%
134
. 39 63 77 91
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119 12.80 13.00 13.20 13.40
m/z 120.05 13.20%
5000
134
0 | 3? Ly 63 N i wl
miz-> 20 40 eb éo 160 120 1&0 160 180 200 220 240 260 280 300 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, l-ethenyl-4-ethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.21 4.29 ug/L 604576 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 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 91
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 90
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
Abundance Scan 1989 (13.213 min): VX018750.D (-1982) (-) m/z 117.05 100.00%
117
5000
132
91
51 12.80 13.00 13.20 13.40 13.60
Obrrrprrrrrheptey btk 149 201 258269 292 | /7 132.05  35.10%
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 27 .30%
271 Ol 7
0‘
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 13 m/z 131.10 21.37%
39 g5 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14033: 3-Phenylbut-1-ene
117 12.80 13.00 13.20 13.40 13.60
m/z 91.10 12.06%
5000
91 132
39 65
0‘
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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.29 1.29 ug/L 181541 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 76
2 o-Cvmene 134 C10H14 000527-84-4 64
3 p-Cvmene 134 C10H14 000099-87-6 64
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 64
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 62
Abundance Scan 2002 (13.292 min): VX018750.D (-1998) (-) m/z 119.05 100.00%
119
5000
133 148
91
77 105 ‘ 13.00 13.20 13.40 13.60
39 51 65 . . ) .
o S 0 Ll L Laso e 3300 36, 96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
13.00 13.20 13.40 13.60
o1 148 m/z 148.10 29.01%
L S A M S
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.00 13.20 13.40 13.60
5000 m/z 91.00 17.07%
134
91
O B s o o O L I SN
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119 13.00 13.20 13.40 13.60
m/z 105.10 13.12%
5000
o1 134
oz fsoes 7 | ||
mz-> 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.33 12.89 ug/L 1814540 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 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 70
4 o-Cvmene 134 C10H14 000527-84-4 70
5 p-Cymene 134 C10H14 000099-87-6 70

Abundance Scan 2008 (13.329 min): VX018750.D (-2004) (-) m/z 119.10 100.00%

5000

13.00 13.20 13.40 13.60
m/z 117.05  49.23%

04
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
13.00 13.20 13.40 13.60

m/z 134.10 40.39%

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

Abundance
T /\"I""I""I""I""I
13.00 13.20 13.40 13.60
5000 m/z 91.10 21.00%
134
91

2741 6377 | 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
9

13.00 13.20 13.40 13.60

m/z 115.10 17.84%

5000

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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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, (1,1-dimethylpropyl)- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
13.41 1.24 ug/L 174212 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 91
2 Benzene. (l1l.l1-dimethvlpropvl)- 148 C11H16 002049-95-8 86
3 o-Cvmene 134 C10H14 000527-84-4 72
4 p-Cvmene 134 C10H14 000099-87-6 72
5 o-Cymene 134 C10H14 000527-84-4 64

Abundance Scan 2021 (13.408 min): VX018750.D (-2017) (-) m/z 119.10 100.00%
119
5000
o % 1‘|‘8 1900 1330 15140 12100 1330
39 65 103 . . . .
Ol el 3L 207 Thy7 148.20 22.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
13.00 13.20 13.40 13.60 13.80
o1 148 m/z 91.10 15.39%
oL 2 M sges T T A® | 13
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119
91
13.00 13.20 13.40 13.60 13.80
5000 m/z 120.10 11.41%
41
ol 15 27 5 65 /7 103 133 ue
m/z--> 25 Jo éo 85 160 150 150 1éo 1é0 260
Abundance #14811: o-Cymene
119 13.00 13.20 13.40 13.60 13.80
m/z 76.95 6.94%
5000
134
91
B A < M < I
miz-> 20 40 60 80 100 120 140 160 180 200 | | 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 : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 3,4-Dimethylcumene Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.72 1.20 ug/L 168860 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 90
2 Benzene. 2.4-dimethvl-1-(1l-methy... 148 C11H16 004706-89-2 90
3 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 90
4 Benzene. 1.4-dimethvl-2-(1l-methv... 148 C11H16 004132-72-3 87
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 83
Abundance Scan 2072 (13.719 min): VX018750.D (-2067) (-) m/z 133.10 100.00%
133
5000
148
13.40 13.60 13.80 14.00
51
0 .,....,...3.5,....,..7..,....,-.1..'.'{,’.. B LT, —0 m/z 148.20 29.76%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22764: 3,4-Dimethylcumene
133
5000
148 13.40 13.60 13.80 14.00
105 m/z 119.05 14.10%
41 sg 77
0 'I":'L'SI"'"‘I"""'I'""I'""I""UI""I""I""I""I""I"" T T[T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
133
13.40 13.60 13.80 14.00
5000 m/z 91.05 12.66%

148
15 39 e 91 117

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-

133 13.40 13.60 13.80 14.00

m/z 134.10 10.33%
5000
148
15 39 g5 ) gﬁ 117
o NS ¥ R S 7S SIS LM

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13. 60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
14.12 0.70 ug/L 98188 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 87
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 81
3 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 81
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 81
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 80

Abundance Scan 2138 (14.121 min): VX018750.D (-2133) (-) m/z 131.10 100.00%

1

5000

13.80 14.00 14.20 14.40
m/z 146.00  27.88%

ol 161 192207 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-

5000
13.80 14.00 14.20 14.40

m/z 129.20 17.84%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
13.80 14.00 14.20 14.40
5000 m/z 128.10 16.01%
146
i 27 51 -7 91 115
04
wwmﬁwmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131 13.80 14.00 14.20 14.40
m/z 115.00 14 _.95%
5000 146
115
15 | 3}9 63 77 o1 ‘ ‘
B s Y VI WP |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
14.26 0.55 ug/L 76843 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl1H14 006682-71-9 94
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 93
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 90
Abundance Scan 2161 (14.262 min): VX018750.D (-2156) (-) m/z 131.05 100.00%
131
5000
146
o1 115
39 71 162 14.00 14.20 14.40 14.60
o 2 184 207 28l | "m/z 146.05 31.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 14.00 14.20 14.40 14.60
115 m/z 114.95 21.07%
1 27 51 77 91

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

131
14.00 14.20 14.40 14.60
5000 m/z 128.15 14.08%
o1 146
115
39 6377

25
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-

14.00 14.20 14.40 14.60
m/z 129.20  13.93%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018750.D

Aca On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 15 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 Naphthalene, 1-methyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
14.68 0.56 ug/L 78567 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 91
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 91
4 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 91
Abundance Scan 2230 (14.682 min): VX018750.D (-2222) (-) m/z 142.20 100.00%
142
5000 115
50 63 89 281 14.40 14.60 14.80 15.00
Ol ettt e 128,00 160176193208 A Lz t149790 0 86.78%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142
5000 L B UL LI UL
115 14.40 14.60 14.80 15.00
m/z 114.95 37.65%
ob 3 51 /1 89 128 ||
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
142
14.40 14.60 14.80 15.00
5000 m/z 143.10 10.63%
115
27 5063 89 128
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19235: Naphthalene, 1-methyl-
142 14.40 14.60 14.80 15.00
m/z 139.20 8.98%
5000
115
39 63 g9
0 II”I\III\\III\‘”\IHIIH\IIII”IIII”‘H“I T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100220\
Data File : VX018750.D

Acq On : 02 Oct 2020 16:16

Operator : JC/SP

Sample : L4171-13DL2 50X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 15 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 2.6 ug/L 226885 1 6.83 436103 5.0
(DEL) Alkane: Str... 2.87 18.0 ug/L 1569380 1 6.83 436103 5.0
(DEL) Alkane: Str... 3.15 43.9 ug/L 3829950 1 6.83 436103 5.0
(DEL) Alkane: Str... 3.50 53.7 ug/L 4686680 1 6.83 436103 5.0
(DEL) Alkane: Str... 4.11 1.6 ug/L 137454 1 6.83 436103 5.0
(DEL) Alkane: Str... 4.28 1.2 ug/L 104790 1 6.83 436103 5.0
(DEL) Alkane: Cyc... 4.37 3.4 ug/L 296958 1 6.83 436103 5.0
Benzene, propyl- 11.34 8.9 ug/L 1251390 3 12.06 703844 5.0
Benzene, l-ethyl-_.. 11.42 19.5 ug/L 2739800 3 12.06 703844 5.0
Benzene, 1,2,3-tr... 11.49 11.9 ug/L 1682360 3 12.06 703844 5.0
Benzene, l-ethyl-_.. 11.65 2.4 ug/L 342685 3 12.06 703844 5.0
Mesitylene 11.79 17.8 ug/L 2501380 3 12.06 703844 5.0
Benzene, (2-methy... 11.90 1.1 ug/L 157646 3 12.06 703844 5.0
Oxirane, 2-methyl._... 11.93 1.3 ug/L 185471 3 12.06 703844 5.0
Benzene, l-methyl... 12.01 3.0 ug/L 424472 3 12.06 703844 5.0
Benzene, 1,2,4-tr... 12.13 1.4 ug/L 199354 3 12.06 703844 5.0
Benzene, 1,4-diet... 12.29 5.2 ug/L 727662 3 12.06 703844 5.0
Benzene, l-methyl... 12.30 8.5 ug/L 1194350 3 12.06 703844 5.0
Benzene, 1,2-diet... 12.44 1.2 ug/L 171526 3 12.06 703844 5.0
Benzeneacetaldehy... 12.50 4.3 ug/L 610350 3 12.06 703844 5.0
Benzene, 2-ethyl-_.. 12.57 13.7 ug/L 1928740 3 12.06 703844 5.0
Benzene, 1,2,4,5-... 12.59 8.5 ug/L 1196200 3 12.06 703844 5.0
Benzene, 2-ethyl-_.. 12.65 20.8 ug/L 2921590 3 12.06 703844 5.0
o-Cymene 12.75 2.9 ug/L 406767 3 12.06 703844 5.0
Benzene, 4-ethyl-_.. 12.89 5.5 ug/L 768565 3 12.06 703844 5.0
Benzene, 1,2,3,5-... 12.96 14.4 ug/L 2021330 3 12.06 703844 5.0
Benzene, 1,2,3,4-_... 13.00 21.5 ug/L 3023810 3 12.06 703844 5.0
Benzene, l-methyl... 13.06 0.8 ug/L 107056 3 12.06 703844 5.0
Benzene, l-etheny... 13.21 4.3 ug/L 604576 3 12.06 703844 5.0
unknown-01 13.29 1.3 ug/L 181541 3 12.06 703844 5.0
unknown-02 13.33 12.9 ug/L 1814540 3 12.06 703844 5.0
Benzene, (1,1-dim... 13.41 1.2 ug/L 174212 3 12.06 703844 5.0
3,4-Dimethylcumene 13.72 1.2 ug/L 168860 3 12.06 703844 5.0
1H-Indene, 2,3-di... 14.12 0.7 ug/L 98188 3 12.06 703844 5.0
1H-Indene, 2,3-di... 14.26 0.6 ug/L 76843 3 12.06 703844 5.0
Naphthalene, 1-me... 14.68 0.6 ug/L 78567 3 12.06 703844 5.0
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