LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 2.343 201 206 213 rBV 169620 269984 2.44% 0.304%
2 2.824 277 285 286 rBV 234939 359226 3.25% 0.404%
3 2.873 287 293 308 rVB 1750047 3647002 33.00% 4.102%
4 3.153 326 339 356 rBY 3856059 8730947 78.99% 9.819%
5 3.501 385 396 412 rBV 4941612 11053181 100.00% 12.431%
6 4.117 486 497 510 rBv2 163333 492225 4 _.45% 0.554%
7 4.281 510 524 532 rVV 117763 368210 3.33% 0.414%
8 4_.373 532 539 552 rVB2 118974 341088 3.09% 0.384%
9 4 _.556 557 569 585 rBV 67775 285946 2.59% 0.322%
10 5.141 652 665 681 rBV 103567 343348 3.11% 0.386%

11 6.043 803 813 832 rVB3 236247 694127 6.28% 0.781%
12 6.830 930 942 957 rBvV2 197266 481340 4 _.35% 0.541%
13 7.372 1022 1031 1039 rBvV 143064 321613 2.91% 0.362%
14 8.372 1187 1195 1202 rBV 107028 176140 1.59% 0.198%
15 8.695 1243 1248 1255 rVB 383344 595658 5.39% 0.670%

16 8.994 1292 1297 1313 rVB 70734 129991 1.18% 0.146%
17 9.427 1362 1368 1383 rBvV 472628 682561 6.18% 0.768%
18 10.097 1472 1478 1488 rBV 416723 571875 5.17% 0.643%
19 11.231 1659 1664 1673 rVB 163552 208817 1.89% 0.235%
20 11.341 1677 1682 1689 rVV 1474114 1812925 16.40% 2.039%

21 11.420 1689 1695 1702 rVV 1897635 3663935 33.15% 4.121%
22 11.493 1702 1707 1717 rVB 1804978 2304939 20.85% 2.592%
23 11.652 1728 1733 1741 rVB 391904 476808 4_.31% 0.536%
24 11.792 1751 1756 1761 rVB 3072874 3533440 31.97% 3.974%
25 11.902 1767 1774 1776 rBV 258121 314230 2.84% 0.353%

26 11.932 1776 1779 1784 rVV 337319 407299 3.68% 0.458%
27 12.012 1786 1792 1795 rVvV 693560 851241 7.70% 0.957%
28 12.060 1795 1800 1806 rVB2 593435 924795 8.37% 1.040%
29 12.127 1806 1811 1816 rBV 218810 264258 2.39% 0.297%
30 12.286 1832 1837 1838 rBV 1357219 1438161 13.01% 1.617%

31 12.304 1838 1840 1844 rVV 2029167 2486792 22.50% 2.797%
32 12.359 1844 1849 1858 rVB2 4052069 5814409 52.60% 6.539%
33 12.444 1858 1863 1867 rBV 230774 276754 2.50% 0.311%
34 12.499 1867 1872 1878 rVB 994566 1193944 10.80% 1.343%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 12.573 1878 1884 1886 rBV 2609643 3621933 32.77% 4.073%

36 12.597 1886 1888 1892 rVB 2349115 2349393 21.26% 2.642%
37 12.652 1892 1897 1902 rBV 4871933 5626831 50.91% 6.328%
38 12.755 1907 1914 1920 rVVv4 410342 799730 7.24% 0.899%
39 12.835 1922 1927 1931 rVV2 110249 158791 1.44% 0.179%
40 12.890 1931 1936 1941 rVV 1172813 1379518 12.48% 1.551%

41 12.963 1941 1948 1951 rVV 3096228 3854094 34.87% 4 _335%
42 12.999 1951 1954 1960 rVV 4600754 5591856 50.59% 6.289%
43 13.060 1960 1964 1966 rVV 215034 260161 2.35% 0.293%
44 13.109 1970 1972 1974 rVV 139143 145845 1.32% 0.164%
45 13.133 1974 1976 1981 rVv2 70118 119615 1.08% 0.135%

46 13.207 1981 1988 1992 rVV 787389 989312 8.95% 1.113%
47 13.249 1992 1995 1998 rVV 104837 117465 1.06% 0.132%
48 13.292 1998 2002 2004 rvv2 329025 459839 4.16% 0.517%
49 13.328 2004 2008 2017 rVvv2 2172879 3224996 29.18% 3.627%
50 13.408 2017 2021 2027 rVvVv 349883 401895 3.64% 0.452%

51 13.536 2038 2042 2047 rBV2 84597 138232 1.25% 0.155%
52 13.627 2051 2057 2063 rVV2 1532808 2538720 22.97% 2.855%
53 13.719 2066 2072 2076 rVB 302771 398262 3.60% 0.448%
54 13.969 2106 2113 2115 rBV2 123656 181440 1.64% 0.204%
55 14.005 2115 2119 2132 rVB2 298345 435565 3.94% 0.490%

56 14.115 2132 2137 2143 rBV 170452 208666 1.89% 0.235%
57 14.255 2155 2160 2167 rVB 99270 148249 1.34% 0.167%

58 14.359 2172 2177 2182 rBV 95816 119190 1.08% 0.134%
59 14.676 2222 2229 2233 rBV 94602 128957 1.17% 0.145%

Sum of corrected areas: 88915764
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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

Abundance TIC: VX018752.D
3|50

4000000 3.15

3000000

2000000 287

1000000

2.34 2. 4.12 4 2837 6.04
A 4.56 5.14

0 /L

A N
LI L L L L L L L L L L L L L L L L L L L L L L N L B

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2. O 2.60 2.80 3.00 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX018752.D
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3000000
2000000 11442

1000000
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Time--> 6.50 7.00 7.50 8.00 8. 50 9 OO 9.50 10.00 10.50 11.00
Abundance TIC: VX018752.D

12,65 13.00

12.36
4000000
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2000000
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11.65 ﬂ%{iﬁ
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ol L

L L L e T
Time--> 12.00 12.50 13.00 13.50 14 00 14 50 15.00 15.50 16.00 16.50

Ty @2‘ 44 96,36 14.6 68
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 22

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

2.82 3.73 ug/L 359226 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 78
4 Pentane. 2-methvl- 86 C6H14 000107-83-5 78
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 40

Abundance Scan 284 (2.818 min): VX018752.D (-277) (-) m/z 42.95 100.00%
43
5000
71 S G
86 240 260 2.80 3.00 3.20
o\ SN ¥ 180 N2 N = £ 7 m/z 42.00 75.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1830: Butane, 2,3-dimethyl-
42
5000 [T Ty
71 240 260 2.80 3.00 3.20
‘ m/z 41.10 44 _11%
86
0.”,wnyh?ﬁ”.qJ“.“”.“.“,”..”...”..”...” T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
240 2.60 2.80 3.00 3.20
5000 m/z 71.05 26.43%
71
27
. 57 86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1832: Butane, 2,3—dimethy|— | N LU A N B
43 240 260 2.80 3.00 3.20
m/z 39.05 23.76%
5000
27 71
0 "'I""" III$I7I'""I8'('3"I""I""IIIII I S B R B S B rTTTTTTTT T TR T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 240 260 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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 3

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

2.87 37.88 ug/L 3647000 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
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 49
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 42

Abundance Scan 293 (2.873 min): VX018752.D (-287) (-) m/z 43.10 100.00%

5000
86 2.60 2.80 3.00 3.20
o 116131 160 206 284 m/z 42.10 47.71%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1823: Pentane, 2-methyl-
43
5000 LI L L L L L L LB
n 2.60 2.80 3.00 3.20
27 m/z 71.10 46.57%
o .,.}.2.,.;‘..‘ ....,....,E.;(.i..,....,....,....,....,....,....,....,....,....,...
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
B e AR R e
2.60 2.80 3.00 3.20
5000 m/z 41.00 45.93%
27 71
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 S R
43 2.60 2.80 3.00 3.20
m/z 39.00 23.63%
5000
71
27 86
O.P”wﬂh.hﬂ,””Phupnw.”w”.wnnp.upu.P”w”.w””,”. R e A
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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 90.69 ug/L 8730950 1,4-Difluorobenzene 6.84
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 n-Hexane 86 C6H14 000110-54-3 50
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43

Abundance Scan 338 (3.147 min): VX018752.D (-326) (-) m/z 57.10 100.00%

g7
41
5000

71 g6 280 3.00 3.20 3.40
ol 100116 253 268 m/z 56.10 83.73%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 /\

Abundance #1824: Pentane, 3-methyl-
57

41
5000 S
2.80 3.00 3.20 3.40

m/z 41.00 70.45%

2
71 g6
SN N
miz--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
41 2.80 3.00 3.20 3.40
5000 m/z 43.10 23.67%
27
71 g6
o+

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

Abundance #1827: Pentane, 3-methyl-

57 2.80 3.00 3.20 3.40

m/z 38.95 22 _.53%
41
5000
2
71

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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.

3.50 114.82 ug/L 11053200 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 59
4 Pentane. 3-methvl- 86 C6H14 000096-14-0 40
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 38

Abundance Scan 396 (3.501 min): VX018752.D (-385) (-) m/z 57.10 100.00%

>

41 el
5000

86 N B i e o
320 340 360 3.80

ol 104 132 191207 268 m/z_41.00 79.91%
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 T T rrrr[rrrr[rrro)
3.20 3.40 3.60 3.80
‘ 86 m/z 43.10 60.96%
0.,....,?%..‘i...",..‘..,....,....,....,....,....,....,....,....,....,....,..
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 /\
41 IIIIIIIIIIIIIIIIIIIIIIII
3.20 3.40 3.60 3.80
5000 m/z 56.05 51.32%
15 86
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1820: n-Hexane R e ERmaa ma )
57 3.20 3.40 3.60 3.80
4 m/z 41.95 30.98%
5000
86
15 || |
0.,...‘.,.‘l..,a..‘,..‘..,....,....,....,....,....,....,....,....,....,....,.. e
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 12:27:14 2020 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 19

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

4.12 5.11 ug/L 492225 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 83
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 74
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 74

Abundance Scan 498 (4.123 min): VX018752.D (-486) (-) m/z 57.05 100.00%
57
85
5000 4
3.80 4.00 4.20 4.40
et h 202 te207 2% o8 ot 4340 55 o5%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3996: Pentane, 2,2-dimethyl-
57
5000 85
4 3.80 4.00 4.20 4.40
m/z 85.05 54 _.23%
0 26 ‘ 100
L UARUNSARS ARARA LN RRSS LAAAN SN RARAN LA UARAN BARAY LARSE BARA SARAN SRR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
g5 3.80 4.00 4.20 4.40
5000 m/z 41.00 43.68%
27
70
o 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3986: Pentane, 2,2-dimethyl-
57 3.80 4.00 4.20 4.40
m/z 56.05 40.27%
5000 4
85
. 5] 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 380 4.00 420 440
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 21

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

4.28 3.82 ug/L 368210 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 80
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 72
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 53
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53

Abundance Scan 524 (4.281 min): VX018752.D (-510) (-) m/z 42.95 100.00%
57

5000

4.00 4.20 4.40 4.60

0 m/z 57.05 86.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000
4.00 4.20 4.40 4.60
27 a5 m/z 41.05 62.21%
ooz |7 00
B L o e A NS o s e e R A R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57
4.00 4.20 4.40 4.60
5000 m/z 56.05  49.74%
0 15 71 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3988: Pentane, 2,4-dimethyl-
43 57 4.00 4.20 4.40 4.60
m/z 85.05 30.76%
5000 85
29
ol 15 H | 71 | 100
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 23

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

4_37 3.54 ug/L 341088 1,4-Difluorobenzene 6.84
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 90
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 83
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 80
5 Cyclohexane 84 C6H12 000110-82-7 78

Abundance Scan 539 (4.373 min): VX018752.D (-532) (-) m/z 56.00 100.00%
56
41
5000

4.00 420 4.40 4.60 4.80

0 m/z 41.00 53.19%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1494: Cyclopentane, methyl-
56
41
5000

4.00 4.20 4.40 4.60 4.80
m/z 69.10 42.27%

84

2
o
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
56
41 400 420 4.40 4.60 4.80
5000 m/z 55.10 27.21%
84
15
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1491: Cyclopentane, methyl-
56 4.00 4.20 4.40 4.60 4.80
m/z 39.10 26.21%
5000 41
84
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.00 420 4.40 4.60 4.80

SOMXTR100220WMA .M Wed Oct 07 12:27:18 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 9.80 ug/L 1812930 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. proovl- 120 C9H12 000103-65-1 90
3 Benzene. proovl- 120 C9H12 000103-65-1 86
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 78
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
Abundance Scan 1682 (11.341 min): VX018752.D (-1677) (-) m/z 91.10 100.00%
g1
5000
65 120 '|""|""{}A'w""4'
39 51 78 105 11.00 11.20 11.40 11.60
Ol el 247 477 195 208 1 Tns77120.10 22.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9407: Benzene, propyl-
91
5000
11.00 11.20 11.40 11.60
65 120 m/z 65.05 12.11%
39 51 78
'}?I?Z"“"h'ld"'h"‘l'}?é"l""l"" [rrrrprrrrrTrTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
11.00 11.20 11.40 11.60
5000 m/z 92.10 10.70%
120
27 3951 8 78 05
O T T T T e T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #9406: Benzene, propyl- e A maman
91 11.00 11.20 11.40 11.60
m/z 77.95 6.94%
5000

120

65 78
15 27 951 65 78 | 105

m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60

SOMXTR100220WMA .M Wed Oct 07 12:27:20 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.42 19.81 ug/L 3663940 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 95
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1695 (11.420 min): VX018752.D (-1689) (-) m/z 105.10 100.00%
105
5000
120 )
77 91 NN BN BN R
39 63 11.20 11.40 11.60 11.80
Ok prrerbr e e 138 178103208 282 | 757150 05 31.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.05 13.69%
39 g 779
R
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 13.07%
120
15 3 el

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9423: Benzene, 1-ethyl-3-methyl-

11.20 11.40 11.60 11.80
m/z 79.05 9.47%

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

SOMXTR100220WMA .M Wed Oct 07 12:27:21 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 13

R.T. EstConc Area Relative to ISTD R.T.
11.49 12.46 ug/L 2304940 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 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Mesitylene 120 C9H12 000108-67-8 94

Abundance Scan 1706 (11.487 min): VX018752.D (-1702) (-) m/z 105.10 100.00%
105
5000 120
11.20 11.40 11.60 11.80
0 ...,....,..-'.-.,'.'..J",..'..,' o8B 85 477 120.10  47.62%
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 77.05 13.26%
39
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 119.10 12.21%
. 39 g3 /7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9412: Benzene, 1,2,3-trimethyl- R R S
105 11.20 11.40 11.60 11.80
m/z 91.05 11.71%
5000 120
39
0.}ﬁm.w.HW.HJLﬂ”ﬂhmh”.w.”w.”.“.”..” e —
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 12:27:22 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 24

R.T. EstConc Area Relative to ISTD R.T.
11.65 2.58 ug/L 476808 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-2-methvl- 120 C9H12 000611-14-3 93
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 1733 (11.652 min): VX018752.D (-1728) (-) m/z 105.05 100.00%
105
5000
120
77 91
39 63 11.40 11.60 11.80 12.00
Obrrrrrrrrir et bl 138 177192207 283 | 757120 10 30.41%
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 13.44%
39 g 77 91
0"wgﬁjwﬂ“l“'ﬁ'ﬂ'ﬁh“l“'w'“'w'“ [BRRSU RS SUABY BRRRS!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
105
11.40 11.60 11.80 12.00
5000 m/z 77.10 12.07%
120
oL15 39 63 i
mz-> 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 103.00 9.68%
5000
120
51 77 91 ‘
0..W?Z.n”ﬂ.ﬁﬁ.m.ﬂ.HA.M..”,”..“.” N
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 12:27:23 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 9

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

11.79 19.10 ug/L 3533440 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. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1756 (11.792 min): VX018752.D (-1751) (-) m/z 105.05 100.00%
105
5000 120
39 51 g5 [/ 9 131 151 165 208 22 11.40 11.60 11.80 12.00 12.20
Ottt bl 181 191165 208221 | n/77120.10  43.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.40 11.60 11.80 12.00 12.20
m/z 77.00 12.05%
15 27 3951 65 /7 91
0..w.unw.m.,m.ﬁp.Kwhﬂup.”.,”........”,.”.,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
120 11.40 11.60 11.80 12.00 12.20
5000 m/z 91.10 11.33%
27 4551 65 /7 91
O B BB s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9401: Mesitylene
105 11.40 11.60 11.80 12.00 12.20
m/z 119.05 11.31%
120
5000
15 27 39 51 65 77 9\1 ol
T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00 12.20

SOMXTR100220WMA .M Wed Oct 07 12:27:25 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
Quant Title : 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 1.70 ug/L 314230 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 90
4 Benzene. butvl- 134 C10H14 000104-51-8 80
5 Benzene, butyl- 134 C10H14 000104-51-8 80
Abundance Scan 1774 (11.902 min): VX018752.D (-1767) (-) m/z 91.10 100.00%
o
5000
134
65
43 115 11.60 11.80 12.00 12.20
Obrrr et b i ke 165, 207221 241 281 m/z 92.10 52.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14849: Benzene, (2-methylpropyl)-
9
5000
134 11.60 11.80 12.00 12.20
43 m/z 134.10 25.96%
65
0 \ H‘ 115 |
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
LU AR AR AARRS
11.60 11.80 12.00 12.20
5000 m/z 65.10 14.27%
134
43 65
o 27 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14850: Benzene, (2-methylpropyl)-
il 11.60 11.80 12.00 12.20
m/z 43.00 7.71%
5000
65 134
0 15 3‘% i ] oL il 1]\-5
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

SOMXTR100220WMA .M Wed Oct 07 12:27:26 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
Quant Title : 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 26
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.20 ug/L 407299 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 87
2 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 80
3 Benzene. (l-methvlpropvl)- 134 C10H14 000135-98-8 72
4 Benzeneacetaldehvde. 4-methvl- 134 C9H100 000104-09-6 72
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 72
Abundance Scan 1779 (&)1.932 min): VX018752.D (-1776) (-) m/z 105.10 100.00%
105
5000
77 134 11.60 11.80 12.00 12.20
51
Ol vt prrrt e e 2 b 0 20282 Thm/z 134.10  12.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15317: Oxirane, 2-methyl-2-phenyl-
105
5000 T T fﬁ'%o"'l""l
11.60 11.80 12.00 12.20
77 m/z 77.10 11.40%
L2 St O et
m/z--> 20 40 65 80 160 120 140 160 180 200 220 240 260 280
Abundance
105
11.60 11.80 12.00 12.20
5000 m/z 106.10 8.95%
134

oL15 39 63 79 119

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14852: Benzene, (1-methylpropyl)-

11.60 11.80 12.00 12.20
m/z 79.10 8.61%

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

SOMXTR100220WMA .M Wed Oct 07 12:27:27 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 32
R.T. EstConc Area Relative to ISTD R.T.
12.13 1.43 ug/L 264258 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 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1811 (%)2.127 min): VX018752.D (-1806) (-) m/z 105.05 100.00%

105
5000 120

11.80 12.00 12.20 12.40

152 174 193207

0 m/z 120.10 43.10%
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
11.80 12.00 12.20 12.40
77 m/z 91.00 12.86%
15 %0 e
S R B A a a e AR ERRRRRS:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.80 12.00 12.20 12.40
5000 120 m/z 77.10 11.28%
7
15 39 63 91

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9420: Benzene, 1,2,4-trimethyl-

11.80 12.00 12.20 12.40
m/z 119.10 9.72%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40

SOMXTR100220WMA .M Wed Oct 07 12:27:29 2020 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 15
R.T. EstConc Area Relative to ISTD R.T.
12.29 7.78 ug/L 1438160 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 96
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 96
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
Abundance Scan 1838 (12.292 min): VX018752.D (-1832) (-) m/z 105.05 100.00%
105
119
5000 134
47 91
39 63 12.00 12.20 12.40 12.60
0 19 191 207 281 m/z 119.05 66.89%
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 134.20 38.12%
39 63
0 .:.L.Sl.‘...‘,‘..“..,‘....“‘,...‘. H..‘.‘ ...‘. R R B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105,14
12.00 12.20 12.40 12.60
5000 o1 134 m/z 91.05 22.73%
77
|15 39 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14841: Benzene, 1,4-diethyl-
105119 12.00 12.20 12.40 12.60
m/z 77.10 16.01%
5000 134
91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60

SOMXTR100220WMA .M Wed Oct 07 12:27:30 2020 Page: 19



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 11
R.T. EstConc Area Relative to ISTD R.T.
12.30 13.45 ug/L 2486790 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvIl-3-propvl- 134 C10H14 001074-43-7 87
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 86
3 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 86
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 86
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 80
Abundance Scan 1839 (12.298 min): VX018752.D (-1838) (-) m/z 105.10 100.00%
105
5000
77
39 134 12.00 12.20 12.40 12.60
Olerrr et et b e 22 e 289 | m/z 106.10  17.58%
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 11_54%
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 92.10 8.49%

134
15 39 63779 119

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14861: Benzene, 1-methyl-2-propyl-
105 12.00 12.20 12.40 12.60
m/z 79.00 7.74%
5000
134
27 7
o139 8t oL 1o
T e e e R e T 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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 1.50 ug/L 276754 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 98
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 93
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 93
4 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 90
Abundance Scan 1862 (12.438 min): VX018752.D (-1858) (-) m/z 105.10 100.00%
105 119
5000 91 134
77
39 91 65 || 150 166 207 12.20 12.40 12.60 12.80
o} N - m/z 119.10 89.85%
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 51.86%
27 39 51 65 ‘
0 ..1‘.5|.‘.‘..“..“l‘.‘l“.‘..ﬁ“luH‘.l“.‘..‘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 134 m/z 91.05 42 .42%
91
27 4151 65 '
0 rrryrrrryrrrTyrTTTyTT T T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14842: Benzene, 1,2-diethyl-
105 119 12.20 12.40 12.60 12.80
m/z 77.00 20.96%
5000 134
91
77
39 51
i ol N A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80

SOMXTR100220WMA .M Wed Oct 07 12:27:33 2020 Page: 21



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 6.46 ug/L 1193940 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 95
2 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
3 Benzene. l1l-methvl-4-propvl- 134 C10H14 001074-55-1 91
4 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 91
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 91
Abundance Scan 1872 (12.499 min): VX018752.D (-1867) (-) m/z 105.10 100.00%
105
5000
- 134
a1 12.20 12.40 12.60 12.80
39 51 65 119
o‘mﬁﬁﬁﬁhﬁwm m/z 134.05 22.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
12.20 12.40 12.60 12.80
134 m/z 76.95 11.93%
77 o1
15 27 39 51 65 | T | 117 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
12.20 12.40 12.60 12.80
5000 m/z 106.05 10.10%
134
. 15 27 39 51 65 77 91 119
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14859: Benzene, 1-methyl-4-propyl-
105 12.20 12.40 12.60 12.80
m/z 91.05 9.56%
5000
134
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 8

R.T. EstConc Area Relative to ISTD R.T.
12.57 19.58 ug/L 3621930 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. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
4 p-Cvmene 134 C10H14 000099-87-6 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 1884 (12.573 min): VX018752.D (-1878) (-) m/z 119.10 100.00%
119
5000
134
ot 12.20 12.40 12.60 12.80
39 . : : :
o....,....',..-..,....'--,..|..,'.1..'=' e e e eoere || M7z 134.05 30 04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80
o1 m/z 91.10 18.09%
15\:?\ 6\5\ ‘ ‘H
O T e e
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
5000 m/z 105.10 12.71%
91 134
ol 15 39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 12.20 12.40 12.60 12.80
m/z 117.10 9.86%
5000
91 134
0"}?w"??'ﬁ'ﬁ?"l“"l“" SR RARANBRRAS LSS SARASBARAN SRS SARSSBARE
m/z--> 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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 p-Cymene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.60 12.70 ug/L 2349390 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 94
2 o-Cvmene 134 C10H14 000527-84-4 94
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 91
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
Abundance Scan 1889 (12.603 min): VX018752.D (-1886) (-) m/z 112.90 100.00%
113
59
5000
81 97
4 137 209 254 g
| || | h| | | | “ | 12.20 12.40 12.60 12.80 13.00
0”“I””I”“P'”Pt”b”'J”'P”'P”W'”W'”W”'W“'W“'W“' m/z  59.50 78.04%
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 126.20 35.94%
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 81.15 31.28%
134
15 39 77 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119 12.20 12.40 12.60 12.80 13.00
m/z 96.80 31.11%
5000
134
91
s 9 el ]
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 30.42 ug/L 5626830 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 1897 (12.652 min): VX018752.D (-1892) (-) m/z 119.10 100.00%
119
5000
134
91
39 g3 77 | 105 12.40 12.60 12.80 13.00
Obrrer ettt b e b b 288236 255 281 m/z 134.10 28.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
1 m/z 91.10 18.59%
50 7 105
AT A |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.05 9.73%
134
15 39 63 77 91105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 105.05 9.57%
5000
91 134
39 105
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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 o-Cymene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.76 4_.32 ug/L 799730 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 93
2 p-Cvmene 134 C10H14 000099-87-6 93
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
4 o-Cvmene 134 C10H14 000527-84-4 92
5 o-Cymene 134 C10H14 000527-84-4 86
Abundance Scan 1915 (12.761 min): VX018752.D (-1907) (-) m/z 119.05 100.00%
119
5000 105
77 o 133148
39 63 12.40 12.60 12.80 13.00
0 221 241 283 m/z 105.05 47.02%
m/z--> 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 91.00 28.24%
oL, 20 el | 105
mz-> 20 40 'e'o' T e 1 Tk ke Tk a0 2 3k 3 o
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 133.10 22 .14%
o1 134
o 2741 6377 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 134.10 21.58%
5000
91 134
77 | 105
on.fz.“?i“.”“.”“”.“”.“”..”.“”..”..”..”.“”.“”
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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
Quant Title : 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, 1,4-diethyl-2-methyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
12.83 0.86 ug/L 158791 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl-2-methvyl- 148 C11H16 013632-94-5 95
2 Benzene. 2.4-diethyl-1-methvl- 148 C11H16 001758-85-6 94
3 Benzene. pentamethvl- 148 C11H16 000700-12-9 90
4 Benzene. 1l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 86
5 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 81

Abundance Scan 1926 (12.829 min): VX018752.D (-1922) (-) m/z 133.10 100.00%
133
119
5000 105 148
91
39 65 013 71 12.60 12.80 13.00 13.20
0! m/z 119.05 66.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133
119
5000 148 12.60 12.80 13.00 13.20
m/z 105.00 49 .90%
0‘
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 148 m/z 148.10 42 .76%
. 9105
15 39 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22770: Benzene, pentamethyl-
133 12.60 12.80 13.00 13.20
m/z 91.10 29.73%
148
5000

27 41 g3 77 91105119 | |

L

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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.89 7.46 ug/L 1379520 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 o-Cymene 134 C10H14 000527-84-4 95
Abundance Scan 1936 (12.890 min): VX018752.D (-1931) (-) m/z 119.10 100.00%
119
5000
134
ot ‘ 12.60 12.80 13.00 13.20
39 65 . . . :
o....,....,..-..,....',..l..,'.l..!' o880 2 29 m/z 134.10  28.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
0 12.60 12.80 13.00 13.20
9 1 m/z 91.10 19.07%
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119
12.60 12.80 13.00 13.20
5000 m/z 105.05 9.97%
01 134
15 39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14810: o-Cymene
119 12.60 12.80 13.00 13.20
m/z 117.10 9.76%
5000
134
15 39 65 ‘
0'“W'LWMAWJ““'“W'“W'“W'“"“"“"“"“"“"“'P“'P'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.96 20.84 ug/L 3854090 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. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 1948 (12.963 min): VX018752.D (-1941) (-) m/z 119.10 100.00%
119
5000 134
77 3 12.60 12.80 13.00 13.20
39 63 105 . . . :
Obrrr et e i e 248, 167193207 281 m/z 134.10 46.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134

12.60 12.80 13.00 13.20
m/z 91.10 17.51%

91
15 39 6377 Ti05

o) s N S S ) RS
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 134 m/z 120.05 9.63%
39 91
oL15 63 /7 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.10 9.18%
134
5000

91
27 41 63 77 | 105

N

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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.00 30.23 ug/L 5591860 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. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
5 o-Cymene 134 C10H14 000527-84-4 95
Abundance Scan 1954 (12.999 min): VX018752.D (-1951) (-) m/z 119.10 100.00%
119
5000 134
77 ot 12.60 12.80 13.00 13.20 13.40
39 63 105 : . . : .
0 ...,....',..'..,.'...',..|..,~.l..':' e O % m/z 134.10  42.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

5000
12.60 12.80 13.00 13.20 13.40

m/z 91.10 18.06%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
134 12.60 12.80 13.00 13.20 13.40
5000 m/z 120.10 10.40%

ol.15 3953 777105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-

12.60 12.80 13.00 13.20 13.40
m/z 77.00 8.86%

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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 29 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
13.06 1.41 ug/L 260161 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 87
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 64
3 Benzene. (l1l.1-dimethvlpropvl)- 148 C11H16 002049-95-8 64
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 64
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 64
Abundance Scan 1964 (13.060 min): VX018752.D (-1960) (-) m/z 119.10 100.00%
119
5000
91 148
39 ‘ | 133 191207 260 286 12.80 13.00 13.20 13.40
OBk b e ML 101207 269286 | L %148 10 30.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
12.80 13.00 13.20 13.40
o1 148 m/z 91.10 29.21%
0 26 4\.\1 6\5 i H‘ 133 ‘
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
119
12.80 13.00 13.20 13.40
5000 m/z 105.10 17.51%
134
15 39 65 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22805: Benzene, (1,1-dimethylpropyl)-
119 12.80 13.00 13.20 13.40
m/z 120.05 14 .14%
91
5000
41 148
m/z--> ﬁo 45 eb 86 100 150 150 160 180 200 220 240 260 280 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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 Nornicotine Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
13.11 0.79 ug/L 145845 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nornicotine 148 CO9H12N2 000494-97-3 64
2 Benzene. (l1l.l1-dimethvlpropvl)- 148 C11H16 002049-95-8 53
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 50
4 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 50
5 1-Chloromethyl-3,5-dimethylbenzene 154 C9H11ClI 002745-54-2 47
Abundance Scan 1972 (13.109 min): VX018752.D (-1970) (-) m/z 119.10 100.00%
119
5000
o1 148
77
39 53 105 | 132 12.80 13.00 13.20 13.40
Obrrr bbb e b 0 28829 Tm/z 120.05  30.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23195: Nornicotine
0 119
5000
147 12.80 13.00 13.20 13.40
m/z 148.20 23.57%
5105 ‘
0 IIII””?‘\ \‘hl Mh\ \“ |“‘|:!-|3|3||‘|‘||||||| R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
91
12.80 13.00 13.20 13.40
5000 m/z 91.05 15.92%
41 148
27 55 ‘7 105 133

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-

12.80 13.00 13.20 13.40
m/z 77.05 11.50%

5000

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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 31 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.

13.13 0.65 ug/L 119615 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 86
2 Benzene. 2.4-dimethvl-1-(1l-methv... 148 C11H16 004706-89-2 78
3 Benzene. 1.3.5-trimethvl-2-propvl- 162 C12H18 004810-04-2 72
4 Benzene. pentamethvl- 148 C11H16 000700-12-9 72
5 1H-Imidazole, 1-[(2,4,6-trimethy... 200 C13H16N2 084567-17-9 64
Abundance Scan 1975 (13.127 min): VX018752.D (-1974) (-) m/z 133.10 100.00%

133
5000
105 148

51 65 12.80 13.00 13.20 13.40

0 86 2 ” P2 s ll | s 207 245 m/z 105.10  14.29%

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

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

Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethy!)-
133
5000
12.80 13.00 13.20 13.40
148 m/z 131.00 13.01%
15 3953 77 911059
o N o B YR S ——
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
133
12.80 13.00 13.20 13.40
5000 m/z 115.00 11.24%
148
, 15 3953 77 911054
oY AT R P SO Pl N S

Abundance #32297: Benzene, 1,3,5-trimethyl-2-propyl-
133 12.80 13.00 13.20 13.40
m/z 78.80 11.04%
5000
162
27 41 55 77 91105119 | 147 |
0.,....,....,....,....,....,....,....,.... R R RREREEEREE R E s

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

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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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

Concentration Rank 18

Peak Number 32 Benzene,

1-ethenyl-4-ethyl-

R.T. EstConc Area Relative to ISTD R.T.
13.21 5.35 ug/L 989312 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 94
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 91
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 91

Abundance Scan 1989 (13.213 min): VX018752.D (-1981) (-) m/z 117.10 100.00%
117
5000 13
91
51 77 12.80 13.00 13.20 13.40 13.60
0 s CTER— 281 m/z 132.05 36.35%
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 25.10%
o7 51 77 | ‘
b e P e o 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 19.98%
91 132
. 39 377
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117 12.80 13.00 13.20 13.40 13.60
132 m/z 91.00 12.63%
5000
91
5165 ‘
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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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, 2,4-diethyl-1-methyl- Concentration Rank 42

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

13.25 0.64 ug/L 117465 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 90
2 Propanal. 2-methyl-3-phenvl- 148 C10H120 1000131-87-6 68
3 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 60
4 1H-Benzimidazole. 5-methoxv- 148 C8H8N20 004887-80-3 60
5 Benzaldehyde, 4-(1-methylethyl)- 148 C10H120 000122-03-2 58
Abundance Scan 1995 (13.249 mm) VX018752.D (-1992) (-) m/z 133.05 100.00%

5000

13.00 13.20 13.40 13.60

191 207

164

o} m/z 105.05 96.16%
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 13.00 13.20 13.40 13.60
47 | 1° m/z 119.00  73.53%
39
o158 6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
133148
105 13.00 13.20 13.40 13.60
5000 77 m/z 148.15 63.16%
119
51 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22825: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
133 13.00 13.20 13.40 13.60
m/z 91.00 43.72%
5000 105
148
41 9
oL 20| & | | 19|
R B e R o O S B
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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 2.49 ug/L 459839 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 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 64
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 64
4 o-Cvmene 134 C10H14 000527-84-4 60
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 60

Abundance Scan 2002 (13.292 min): VX018752.D (-1998) (-) m/z 119.10 100.00%
119
5000
133 148
o1 P e e
39 51 65 105 13.00 13.20 13.40 13.60
N ...,..'..,.-...'--,....,':|. M 360192207 7513310 39.40%
m/z--> O 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 148.05 32.65%
0 27 41 53 65 7\7 ‘ 1?5 ul 133
e 8 B e e e 1 ko 16 10
Abundance
119
13.00 13.20 13.40 13.60
5000 m/z 91.00 20.07%
134
, 15 27 39 51 65 77 9% 105
O e T T e o o e
m/z--> 6 zb 45 eb 85 160 120 140 160 1éo 260 '
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 13.00 13.20 13.40 13.60
m/z 105.10 13.05%
5000 134
15 27 3\9 5\1 & 7\7 9‘1 105 1
0|||||||||‘||||||||||||‘|‘||||||‘|||||||||||||||||
m/z--> 6 26 45 eb 85 160 150 140 160 1éo 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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 35 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.33 17.44 ug/L 3225000 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 76
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 70
3 o-Cvmene 134 C10H14 000527-84-4 70
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 70
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 70
Abundance Scan 2008 (13.328 min): VX018752.D (-2004) (-) m/z 119.10 100.00%
119
5000 134 A
o AP
51 . . .
ol 3 7 151 212 257 289 m/z 117.10 41 . 34%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14806: o-Cymene
119 AA
5000 o1 A"I""I""I""f}'”l
13.00 13.20 13.40 13.60
o 134 m/z 134.10 38.25%
0 ,“ﬁuw,ﬂ\,,\‘ N —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
A”I'”'I”"P"W"”I
13.00 13.20 13.40 13.60
5000 m/z 91.05 18.78%
134
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14812: o-Cymene
119 13.00 13.20 13.40 13.60
m/z 115.05 16.69%
5000
134
91
m/z--> 0 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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 27

R.T. EstConc Area Relative to ISTD R.T.
13.41 2.17 ug/L 401895 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.1-dimethvlpropvl)- 148 C11H16 002049-95-8 90
3 Benzene. (l1l.1-dimethvlpropvl)- 148 C11H16 002049-95-8 87
4 Benzene. (1.1-dimethvipropvl)- 148 C11H16 002049-95-8 78
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 64

Abundance Scan 2021 (13.408 min): VX018752.D (-2017) (-) m/z 119.10 100.00%
119
5000
o1 e 13.00 13,20 '1'3'A4'o' 13.60 13.80
41 105 : : : : :
0 ...,....,....?.3...",..[.,-:~..'.' .?.3.3,.I..,....,.1.9.1.,....,..??,7....,...??.1. m/z 148.15 19.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
13.00 13.20 13.40 13.60 13.80
148 m/z 91.05 15.29%
o 2774 e \ 105 | 133
m/z--> 25 45 éo éo 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance
119
g1 13.00 13.20 13.40 13.60 13.80
5000 m/z 120.10 10.25%
27 4 77 148
o 13 55 105 133
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22804: Benzene, (1,1-dimethylpropyl)-
119 13.00 13.20 13.40 13.60 13.80
a1 m/z 76.95 7 .34%
5000
41 148
o & | B5, \\ 105 | 183 |
m/z--> 25 45 éo éo 160 150 150 1&0 180 200 220 240 2éo 2éo 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 : VX018752.D

Aca On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 17 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 4-tert-Butyltoluene Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.54 0.75 ug/L 138232 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-tert-Butvltoluene 148 C11H16 000098-51-1 87
2 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 87
3 Benzene. pentamethvl- 148 C11H16 000700-12-9 87
4 Benzene. 2.4-dimethvl-1-(l-methv... 148 C11H16 004706-89-2 87
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
Abundance Scan 2043 (13.542 min): VX018752.D (-2038) (-) m/z 133.10 100.00%
133
5000
148
91 115
39 77 13.20 13.40 13.60 13.80
ol % 162 207 263 “m/z 131.05 31.61%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22765: 4-tert-Butyltoluene
133
105
5000
13.20 13.40 13.60 13.80
a1 o1 148 m/z 148.10 28.48%
27 " 63 T 9
0 ||‘|‘|‘||‘|‘ LSS SRASE SRS BRLAS LRSS BRRSY SR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
133
13.20 13.40 13.60 13.80
5000 m/z 90.95 13.73%

148
15 39 55 77 911054

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22770: Benzene, pentamethyl-
133 13.20 13.40 13.60 13.80
m/z 134.10 12.92%
148
5000
. 27 41 63 77 91105119 |
B R e o N I o RN S e S NN
m/z--> 0O 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100220\
Data File : VX018752.D

Acq On : 02 Oct 2020 17:04

Operator : JC/SP

Sample : L4171-13DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 17 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 3.7 ug/L 359226 1 6.84 481340 5.0
(DEL) Alkane: Str... 2.87 37.9 ug/L 3647000 1 6.84 481340 5.0
(DEL) Alkane: Str... 3.15 90.7 ug/L 8730950 1 6.84 481340 5.0
(DEL) Alkane: Str... 3.50 114.8 ug/L 11053200 1 6.84 481340 5.0
(DEL) Alkane: Str... 4.12 5.1 ug/L 492225 1 6.84 481340 5.0
(DEL) Alkane: Str... 4.28 3.8 ug/L 368210 1 6.84 481340 5.0
(DEL) Alkane: Cyc... 4.37 3.5 ug/L 341088 1 6.84 481340 5.0
Benzene, propyl- 11.34 9.8 ug/L 1812930 3 12.06 924795 5.0
Benzene, l-ethyl-_.. 11.42 19.8 ug/L 3663940 3 12.06 924795 5.0
Benzene, 1,2,3-tr... 11.49 12.5 ug/L 2304940 3 12.06 924795 5.0
Benzene, l-ethyl-_.. 11.65 2.6 ug/L 476808 3 12.06 924795 5.0
Benzene, 1,2,4-tr... 11.79 19.1 ug/L 3533440 3 12.06 924795 5.0
Benzene, (2-methy... 11.90 1.7 ug/L 314230 3 12.06 924795 5.0
Oxirane, 2-methyl._... 11.93 2.2 ug/L 407299 3 12.06 924795 5.0
Mesitylene 12.13 1.4 ug/L 264258 3 12.06 924795 5.0
Benzene, 1,2-diet... 12.29 7.8 ug/L 1438160 3 12.06 924795 5.0
Benzene, l-methyl... 12.30 13.4 ug/L 2486790 3 12.06 924795 5.0
Benzene, 1,4-diet... 12.44 1.5 ug/L 276754 3 12.06 924795 5.0
Benzene, l-methyl... 12.50 6.5 ug/L 1193940 3 12.06 924795 5.0
Benzene, 2-ethyl-._.. 12.57 19.6 ug/L 3621930 3 12.06 924795 5.0
p-Cymene 12.60 12.7 ug/L 2349390 3 12.06 924795 5.0
Benzene, 4-ethyl-_.. 12.65 30.4 ug/L 5626830 3 12.06 924795 5.0
o-Cymene 12.76 4.3 ug/L 799730 3 12.06 924795 5.0
Benzene, 1,4-diet... 12.83 0.9 ug/L 158791 3 12.06 924795 5.0
unknown-01 12.89 7.5 ug/L 1379520 3 12.06 924795 5.0
Benzene, 1,2,3,4-_... 12.96 20.8 ug/L 3854090 3 12.06 924795 5.0
Benzene, 1,2,4,5-... 13.00 30.2 ug/L 5591860 3 12.06 924795 5.0
Benzene, l-methyl... 13.06 1.4 ug/L 260161 3 12.06 924795 5.0
Nornicotine 13.11 0.8 ug/L 145845 3 12.06 924795 5.0
Benzene, 1,3-dime... 13.13 0.7 ug/L 119615 3 12.06 924795 5.0
Benzene, l-etheny... 13.21 5.3 ug/L 989312 3 12.06 924795 5.0
Benzene, 2,4-diet... 13.25 0.6 ug/L 117465 3 12.06 924795 5.0
Benzene, 2-ethyl-_.. 13.29 2.5 ug/L 459839 3 12.06 924795 5.0
Benzene, l-methyl... 13.33 17.4 ug/L 3225000 3 12.06 924795 5.0
Benzene, (1,1-dim... 13.41 2.2 ug/L 401895 3 12.06 924795 5.0
4-tert-Butyltoluene 13.54 0.8 ug/L 138232 3 12.06 924795 5.0
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