LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 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\SOMXTR092820WMA .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 1.386 43 49 55 rBv 105247 115796 2.05% 0.234%
2 1.697 96 100 107 rVB 85224 95571 1.69% 0.193%
3 2.343 200 206 217 rBV 191453 303581 5.37% 0.614%
4 2.825 277 285 287 rBV 120213 218538 3.87% 0.442%
5 2.873 287 293 307 rVB 885221 1849701 32.72% 3.740%
6 3.154 329 339 356 rBVY 1924182 4330571 76.60% 8.756%
7 3.501 385 396 411 rBVY 2543608 5653451 100.00% 11.431%
8 4.117 487 497 508 rvv2 93042 275725 4.88% 0.557%
9 4.282 512 524 532 rVV2 68076 209872 3.71% 0.424%
10 4_.373 532 539 551 rVB2 49437 147073 2.60% 0.297%

11 4.544 557 567 579 rBvV2 88387 287425 5.08% 0.581%
12 5.141 652 665 680 rBv2 114421 356104 6.30% 0.720%
13 6.043 801 813 828 rBv2 250431 757264 13.39% 1.531%
14 6.830 932 942 954 rBV 202483 484040 8.56% 0.979%
15 7.366 1022 1030 1040 rBV 158673 352460 6.23% 0.713%

16 8.372 1190 1195 1204 rVB 102724 173918 3.08% 0.352%
17 8.695 1234 1248 1257 rBV 417578 659783 11.67% 1.334%
18 8.994 1289 1297 1308 rBV 76769 123691 2.19% 0.250%
19 9.427 1362 1368 1374 rBV 522117 705347 12.48% 1.426%
20 10.098 1472 1478 1484 rBV 411598 569923 10.08% 1.152%

21 11.232 1658 1664 1671 rBV 173226 218669 3.87% 0.442%
22 11.341 1676 1682 1689 rBV 731132 922251 16.31% 1.865%
23 11.421 1689 1695 1697 rBV 909574 1334313 23.60% 2.698%
24 11.488 1702 1706 1718 rVV 854557 1080722 19.12% 2.185%
25 11.652 1729 1733 1739 rVB 197657 249651 4._.42% 0.505%

26 11.792 1750 1756 1762 rVB 1507768 1796184 31.77% 3.632%
27 11.902 1768 1774 1776 rBV2 149211 185091 3.27% 0.374%
28 11.927 1776 1778 1783 rVV 178574 222998 3.94% 0.451%
29 12.012 1787 1792 1795 rVvV 361390 446273 7.89% 0.902%
30 12.061 1795 1800 1806 rVVv2 528724 769612 13.61% 1.556%

31 12.128 1806 1811 1816 rVB 111802 140075 2.48% 0.283%
32 12.286 1830 1837 1838 rBV 688963 763786 13.51% 1.544%
33 12.305 1838 1840 1844 rVV 1119272 1320940 23.37% 2.671%
34 12.353 1844 1848 1858 rVV2 2273125 3385857 59.89% 6.846%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 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\SOMXTR092820WMA .M
TRACE VOA SOMO1.0

35 12.445 1858 1863 1867 rVV 130003 156246 2.76% 0.316%

36 12.500 1867 1872 1878 rVB 542766 644632 11.40% 1.303%
37 12.573 1878 1884 1886 rBV 1355789 1983727 35.09% 4.011%
38 12.591 1886 1887 1892 rVV 1288383 1193788 21.12% 2.414%
39 12.652 1892 1897 1901 rVV 2626517 3007610 53.20% 6.081%
40 12.750 1907 1913 1920 rvv4 223058 440054 7.78% 0.890%

41 12.835 1922 1927 1931 rVV2 64115 91105 1.61% 0.184%
42 12.890 1931 1936 1940 rVvV 579463 719944 12.73% 1.456%
43 12.963 1940 1948 1951 rVV 1706252 2166005 38.31% 4_379%
44 13.000 1951 1954 1960 rVV 2510144 2923573 51.71% 5.911%
45 13.060 1960 1964 1966 rVV 120527 152316 2.69% 0.308%

46 13.085 1966 1968 1970 rVV 86677 101428 1.79% 0.205%

47 13.109 1970 1972 1974 rVV 75724 81453 1.44% 0.165%
48 13.134 1974 1976 1981 rVv2 41980 70342 1.24% 0.142%
49 13.207 1981 1988 1992 rVV 365269 485511 8.59% 0.982%
50 13.249 1992 1995 1998 rVVv2 64052 71749 1.27% 0.145%

51 13.292 1998 2002 2004 rVVv2 185775 258980 4.58% 0.524%
52 13.329 2004 2008 2017 rVV2 1132247 1736957 30.72% 3.512%
53 13.408 2017 2021 2027 rVV 200803 235360 4.16% 0.476%
54 13.536 2037 2042 2047 rBV2 52167 80526 1.42% 0.163%
55 13.627 2051 2057 2063 rVVv2 877606 1447762 25.61% 2.927%

56 13.719 2067 2072 2075 rVvV 160600 216074 3.82% 0.437%
57 13.969 2105 2113 2115 rBV3 71612 113195 2.00% 0.229%
58 13.999 2115 2118 2124 rVB2 169584 240152 4._.25% 0.486%
59 14.115 2132 2137 2142 rBV 88514 110007 1.95% 0.222%

60 14.255 2155 2160 2165 rBV2 54238 81833 1.45% 0.165%

61 14.359 2173 2177 2182 rBV 60941 72636 1.28% 0.147%

62 14.676 2222 2229 2233 rBV2 51230 69339 1.23% 0.140%
Sum of corrected areas: 49458560
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VX018734.D
2500000 350

2000000 3.15

1500000

1000000 287

500000

6.04

4.124 2837 4.54
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Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX018734.D
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Abundance TIC: VX018734.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 2

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

3.15 44_.73 ug/L 4330570 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

Abundance Scan 338 (3.148 min): VX018734.D (-329) (-) m/z 57.05 100.00%

g7
41
5000

280 300 320 3.40

71 86100 117

o! laa 121 2% m/z 56.05 85.04%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1824: Pentane, 3-methyl- /\
57
41 ]\
5000 BERARBENSER NS
2.80 3.00 3.20 3.40
5 m/z 41.00 69.72%
0 ‘ ‘ il 7\1 86
L LR AR LN RAREN LA RRAAS LRSS RARAN LARLS LAY RN LRSS LR
m/z--> 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 43.05 23.96%
27
71
ol 1 86
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 39.00 22.15%
41
5000
2
0 1 ‘\ ‘ Il 7\1 86
L R L AR RS R SRR BN LR LA AL LRSS RS RN LR
m/z--> 0 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\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 1

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

3.50 58.40 ug/L 5653450 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. 3-methvl- 86 C6H14 000096-14-0 40
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 38

Abundance Scan 396 (3.501 min): VX018734.D (-385) (-) m/z 57.05 100.00%
a Y
5000
o 320 340 360 380
71
ol 107 133 152 193207 226 247 /7 41.10 80 10%

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

Abundance #1821: n-Hexane
57
41

>'

5000 TTT[ T I T I [rrrr[rrrr)
3.20 3.40 3.60 3.80
2 86 m/z 43.10 62.71%
(4L
oAl e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIIIII
29 3.20 3.40 3.60 3.80
5000 m/z 56.10 53.25%
86
, 15 -
oLl el e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1820: n-Hexane R e AR Emmes m )
43 57 3.20 3.40 3.60 3.80
m/z 42.10 31.02%
29
5000
15 86
0.,2...‘.,.‘l..‘ia..“,..7‘.1.,....,....,....,.... mam e A e s
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\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 19

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

4.12 2.85 ug/L 275725 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72

Abundance Scan 497 (4.117 min): VX018734.D (-487) (-) m/z 57.10 100.00%
57
43
5000 85
3.80 4.00 4.20 4.40
Ol el it 20L 127141154 185 203 2%6 1 "n/z 43.05  54.24%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3995: Pentane, 2,2-dimethyl-
57
43
5000
85 3.80 4.00 4.20 4.40
29 m/z 41.05 52 .30%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43
3.80 4.00 4.20 4.40
5000 m/z 85.10 45 _40%
29 85
oLl ™ 71 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3996: Pentane, 2,2-dimethyl-
57 3.80 4.00 4.20 4.40
m/z 56.00 40.81%
43
5000 85
29
0 I 71 | 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 20

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

4.28 2.17 ug/L 209872 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 81
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 78
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 78
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 59
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50

Abundance Scan 524 (4.282 min): VX018734.D (-512) (-) m/z 43.05 100.00%

57

5000

4.00 4.20 4.40 4.60

100 123

149 176 193207 228

0 m/z 57.10 89.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3988: Pentane, 2,4-dimethyl-
43 57
5000 85 LA L L L L L L L B L L L
4.00 4.20 4.40 4.60
29 m/z 40.95 72.17%
ol 15 \‘ “ | 71 | 100
B N o L o e AR s e s e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57 400 420 4.40 4.60
5000 m/z 55.95  49.37%
27 85
0 13 71 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3989: Pentane, 2,4-dimethyl-
43 4.00 4.20 4.40 4.60
57 m/z 39.00 28.78%
5000
ol 15 1 “ 71 \ 100
B S R R A R R N R R ARARS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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: Cyclic4.37 Concentration Rank 25

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

4_37 1.52 ug/L 147073 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 72
3 Cvclohexane 84 C6H12 000110-82-7 72
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 59

Abundance Scan 539 (4.373 min): VX018734.D (-532) (-) m/z 56.10 100.00%
56
41
5000

84 400 420 440 4.60 4.80

108 133 153 181 208

(o} m/z 41.10 55.45%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1494: Cyclopentane, methyl-
56
41
5000
4.00 4.20 4.40 4.60 4.80
7 o m/z 69.05 49.34%
0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41 4.00 420 4.40 4.60 4.80
5000 m/z 39.10 28.33%
21 84
0 1
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1458: Cyclohexane
56 4.00 4.20 4.40 4.60 4.80
84 m/z 55.00 27 .13%
5000 4l
27 H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 Benzene, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.34 5.99 ug/L 922251 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 87
3 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
4 Benzene. propvl- 120 C9H12 000103-65-1 72
5 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 72
Abundance Scan 1682 (11.341 min): VX018734.D (-1676) (-) m/z 91.10 100.00%
o
5000
o 120 I B VAV, N A O
39 105 11.00 11.20 11.40 11.60
Ol .,.-..'.~!..1F??....,...1.7,8...1.9,?... 29 281 77 120.10  23.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
a1
5000
11.00 11.20 11.40 11.60
65 120 m/z 65.00 12 _.86%
39 | 105
o N O N e —
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 11.20%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70356: N-Benzyl-2-phenethylamine
il 11.00 11.20 11.40 11.60
120 m/z 78.00 6.92%
5000
65
ol 27 51 | 1105 | 134 165 209
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 8 Benzene, l-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.42 8.67 ug/L 1334310 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 95
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
Abundance Scan 1695 (&)1.421 min): VX018734.D (-1689) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 11.20 11.40 11.60 11.80
O b 234277223 %81 75712010 31.88%
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 91.05  13.42%
o.nﬁ.fi.h?ﬁnﬂnhﬂ””,””,””..”..”..”..”..“P.“P.
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 77.00 11.85%
120
1z 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-
105 11.20 11.40 11.60 11.80
m/z 79.00 9.08%
5000
120
39 77 91
0.”ﬁﬁnhuh?ﬁ.ﬂ.ﬂw.”.P.”,”“ Rl B RRAE R A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80

SOMXTR092820WMA .M Tue Oct 06 13:21:59 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, 1,2,3-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.49 7.02 ug/L 1080720 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 1706 (3)1.488 min): VX018734.D (-1702) (-) m/z 105.10 100.00%
105
5000 120
77 91
39 g3 11.20 11.40 11.60 11.80
O prrbr oo b llyh 134 166 102207 281 m/z 120.05 45.81%
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 77.00 13.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.05 13.19%
15 39 59 77 91

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9400: Mesitylene

11.20 11.40 11.60 11.80
m/z 91.10 11.29%

5000

11.20 11.40 11.60 11.80

SOMXTR092820WMA .M Tue Oct 06 13:22:00 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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-4-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.65 1.62 ug/L 249651 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1733 (11.652 min): VX018734.D (-1729) (-) m/z 105.00 100.00%
105
5000
120
77
51 11.40 11.60 11.80 12.00
o 3 143159 207 251 294 m/z 120.20 58 39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105
5000
11.40 11.60 11.80 12.00
77 120 m/z 91.10 13.91%
21 5\1\\ | ‘
0 IIII""I""'I""I""I""I'"'I""I""I""I""IIIII [TTTTTTrTTTrTTTy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
120 11.40 11.60 11.80 12.00
5000 m/z 77.10 13.44%
. 39 g9 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 11.40 11.60 11.80 12.00
m/z 103.00 10.82%
120
5000
39 7
0}ﬁﬂ“h“?a”M”LHA”“”W””P“'P”W””P“W'”W””P”W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00

SOMXTR092820WMA .M Tue Oct 06 13:22:01 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, 1,2,4-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.79 11.67 ug/L 1796180 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
2 Mesitvlene 120 C9H12 000108-67-8 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1756 (11.792 min): VX018734.D (-1750) (-) m/z 105.10 100.00%
105
5000 120
77 91
39 11.40 11.60 11.80 12.00 12.20
Obrrrprrr e el el 258 158 194208 262 "m/z 120.05  45.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120
5000
11.40 11.60 11.80 12.00 12.20
m/z 77.00 12.15%
27 51 [T a1 |
S P S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
120 11.40 11.60 11.80 12.00 12.20
5000 m/z 119.10 11.70%
ol 26 39 g3 /7O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 11.40 11.60 11.80 12.00 12.20
m/z 91.10 10.55%
120
5000
39 77 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20

SOMXTR092820WMA .M Tue Oct 06 13:22:02 2020

Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, (2-methylpropyl)- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.90 1.20 ug/L 185091 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 83
3 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 83
4 Benzene. butvl- 134 C10H14 000104-51-8 80
5 Benzene, butyl- 134 C10H14 000104-51-8 72
Abundance Scan 1774 (11.902 min): VX018734.D (-1768) (-) m/z 91.00 100.00%
o
5000
- 134
43 117 11.60 11.80 12.00 12.20
3 SR SO EO .,...-.',...|-.,....,1??..1,5‘.2]..,2]97..,.... SN2 m/z 92.10 51.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14850: Benzene, (2-methylpropyl)-
9
5000
11.60 11.80 12.00 12.20
65 134 m/z 134.10 20.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
11.60 11.80 12.00 12.20
5000 m/z 65.10 11.81%
134
43
o 27 e 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14847: Benzene, (2-methylpropyl)-
il 11.60 11.80 12.00 12.20
m/z 43.05 7.82%
5000
134
43 65
T O P S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

SOMXTR092820WMA .M Tue Oct 06 13:22:03 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, 1l-methyl-4-propyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.93 1.45 ug/L 222998 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 91
2 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 90
3 Benzeneacetaldehvde. 4-methvl- 134 C9H100 000104-09-6 86
4 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 78
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 74
Abundance Scan 1779 (11.933 min): VX018734.D (-1776) (-) m/z 105.10 100.00%
105
5000
77 134 11.60 11.80 12.00 12.20
51
o 39 - 64 N8 W7 | 177 193207221235 | ny57934 10  12.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
11.60 11.80 12.00 12.20
134 m/z 77.10 10.12%
15 27 39 51 65 “ 9} ) 117
m/z--> 20 Jo éo 80 100 150 150 160 180 200 220
Abundance
105
11.60 11.80 12.00 12.20
5000 m/z 103.10 9.46%
S 134
15 27 39 51 65 119
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15344: Benzeneacetaldehyde, 4-methyl-

11.60 11.80 12.00 12.20
m/z 106.10 8.03%

5000

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

SOMXTR092820WMA .M Tue Oct 06 13:22:04 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 unknown-02 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

12.13 0.91 ug/L 140075 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 97
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1811 (12.128 min): VX018734.D (-1806) (-) m/z 105.10 100.00%

105
5000 120

3951 g5 |/ 9 11.80 12.00 12.20 12.40

0 ol 13445 27T Tm/z 120.10  41.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 120

11.80 12.00 12.20 12.40
m/z 77.10 12.97%

39 51 g5 /7 91

27
S O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.80 12.00 12.20 12.40
5000 120 m/z 91.10 10.62%
28 39 7 91
14 L 65
O T T T T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.80 12.00 12.20 12.40
0
120 m/z 79.10 10.30%
5000
i
ol15 27 351 65 0 St | |
T B e B B o B L S LA I e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

SOMXTR092820WMA .M Tue Oct 06 13:22:06 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 15 Benzene, 1,2-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.29 4.96 ug/L 763786 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. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 96
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 93
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91

Abundance Scan 1838 (12.292 min): VX018734.D (-1830) (-) m/z 105.05 100.00%

105
119

5000

12.00 12.20 12.40 12.60

O m/z 119.10 61.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14837: Benzene, 1,2-diethyl-
1(5119
5000 91 134
12.00 12.20 12.40 12.60
m/z 134.05 44.33%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
105119
12.00 12.20 12.40 12.60
5000 134 m/z 91.00 22.43%
91
i
39
15 63
O T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14841: Benzene, 1,4-diethyl-
105119 12.00 12.20 12.40 12.60
m/z 77.00 15.33%
5000 134
91
o s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60

SOMXTR092820WMA .M Tue Oct 06 13:22:07 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 Oxirane, 2-methyl-2-phenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.30 8.58 ug/L 1320940 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 90
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 80
3 Benzeneacetaldehvde. 4-methvl- 134 C9H100 000104-09-6 80
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 80
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 80
Abundance Scan 1839 (12.298 min): VX018734.D (-1838) (-) m/z 105.10 100.00%
105
5000
o 12.00 12.20 12.40 12.60
39 134
Olrrrrprreerrr oo Sl FE0A80 191207 268 | 7 7106.10  18.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15317: Oxirane, 2-methyl-2-phenyl-
105
5000
12.00 12.20 12.40 12.60
77 m/z 77.00 11.79%
2 St 9 et
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240 260
Abundance
105
12.00 12.20 12.40 12.60
5000 m/z 92.05 7.65%
134

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

12.00 12.20 12.40 12.60
m/z 79.10 6.49%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60

SOMXTR092820WMA .M Tue Oct 06 13:22:08 2020 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 Ethanone, 1-(3-methylphenyl)- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
12.44 1.02 ug/L 156246 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 94
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 91
3 Ethanone. 1-(3-methviphenvI)- 134 C9H100 000585-74-0 91
4 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87

Abundance Scan 1862 (12.439 min): VX018734.D (-1858) (-) m/z 105.05 100.00%
105
119
5000 01 134
3 51 | || 150 173 207 081 12.20 12.40 12.60 12.80
Obrrrrrra kbl W 290473 207 28l Tm/z 119.10  79.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14837: Benzene, 1,2-diethyl-
105
119
5000 91 134
12.20 12.40 12.60 12.80
77 m/z 134.10 51.27%
0 .:.L.Sl.‘...‘l‘..“..‘lﬁn“lu‘..J.‘..‘M...‘. RN AR R RRA RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105119
12.20 12.40 12.60 12.80
5000 134 m/z 91.00 39.74%
91
77
L5 39 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15328: Ethanone, 1-(3-methylphenyl)-
91 10 12.20 12.40 12.60 12.80
m/z 117.05 22 .13%
5000 134
a3
oL1529 ||, ‘\ ) 105
m/z--> 20 40 60 86 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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-methylpropyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.50 4.19 ug/L 644632 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 95
2 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
3 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 91
4 2-Tolvloxirane 134 C9H100 002783-26-8 91
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 91
Abundance Scan 1872 (12.500 min): VX018734.D (-1867) (-) m/z 105.10 100.00%
105
5000
134
77 91 12.20 12.40 12.60 12.80
39 63
o....,....,..‘..,....“,..'..,'..1-.1,9...|-.,.1.“??,..?.7,7.... 20281 77 134.05  23.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
12.20 12.40 12.60 12.80
27 134 m/z 77.00 11.84%
o275l . | L | uo
m/z--> 20 40 eb 80 100 120 150 160 180 200 220 240 260 280
Abundance
105
12.20 12.40 12.60 12.80
5000 m/z 106.10 9.25%
o1 134
J 2 s " 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 12.20 12.40 12.60 12.80
m/z 79.00 9.02%
5000
134
RN el B
m/z--> 20 40 eb éo 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\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, 2-ethyl-1,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.57 12.89 ug/L 1983730 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 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 1884 (12.573 min): VX018734.D (-1878) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 /7 9|1 105 12,20 12.40 12.60 12.80
Ol et L 347 371190 207 1 ho T34 05 31.48%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80
7 3 os m/z 91.10 18.50%
Il M N
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.10 13.27%
134
, 15 27 39 5 g5 77 91 105
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119 12.20 12.40 12.60 12.80
m/z 120.10 9.77%
5000
134
o) M N P ‘..‘.‘. A O S |
m/z--> 0O 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\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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-3-(1-meth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.59 7.76 ug/L 1193790 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 94
2 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 91
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 91
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 1887 (12.591 min): VX018734.D (-1886) (-) m/z 119.10 100.00%
119
5000
o1 4 12.20 12.40 12.60 12.80 13.00
39 65 : : : : :
S VANl N - ...|.,....1,‘?‘.‘..,....,....,.... e 28L | Tm/z 134.10  18.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
12.20 12.40 12.60 12.80 13.00
o1 134 m/z 91.10 12.32%
39 g5 | ‘
0'“v“J“”wJ““”'WH““““l““w'“w“'w“w'“"HWH'W““
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.20 12.40 12.60 12.80 13.00
5000 m/z 120.10 10.18%
134
oL15 9 e OF
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119 12.20 12.40 12.60 12.80 13.00
m/z 77.00 7.56%
5000
134
91
0 15 3\9 ' 65 Iy ‘ H‘
m/z--> 20 40 eb 80 160 120 150 160 180 200 220 240 260 280 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\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 o-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.65 19.54 ug/L 3007610 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 97
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 97
3 o-Cvmene 134 C10H14 000527-84-4 97
4 p-Cvmene 134 C10H14 000099-87-6 97
5 o-Cymene 134 C10H14 000527-84-4 97
Abundance Scan 1897 (12.652 min): VX018734.D (-1892) (-) m/z 119.10 100.00%
119
5000
134
9 105 12.40 12.60 12.80 13.00
0 ...,....,..‘..,.'...'--,..|..,.... | A~ S0 S m/z 134.05 28_25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
12.40 12.60 12.80 13.00
o1 134 m/z 91.05 18.25%
ol 2 41 63 77 | 105 | ‘
m/z--> 20 40 65 8b 160 150 140 160 180 200 220 240 260 280
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.05 9.21%

134
91
27 41 63 77 | 105

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

Abundance #14811: o-Cymene
119 12.40 12.60 12.80 13.00
m/z 77.00 9.15%
5000
134
91

ozt @7 s |

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\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 18
R.T. EstConc Area Relative to ISTD R.T.
12.75 2.86 ug/L 440054 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 76
2 Benzene. 1-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 74
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 70
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 70
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 70

Abundance Scan 1913 (12.750 min): VX018734.D (-1907) (-) m/z 119.05 100.00%

5000

148 12.40 12.60 12.80 13.00
185 209 269 300 m/z 105.05  30.24%

04
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14808: p-Cymene
119
5000
91 12.40 12.60 12.80 13.00
m/z 134.05 29.98%
39 65
o 15 135
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 91.00 23.86%
91
15 39 65 135
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 117.05 22.04%
5000
91
oL 15 39 65 185
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, 1,3-diethyl-5-methyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
12.83 0.59 ug/L 91105 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methyl- 148 C11H16 002050-24-0 94
2 Benzene. 1.4-diethyl-2-methvl- 148 C11H16 013632-94-5 94
3 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 91
4 Benzene. 2.4-diethyl-1-methyl- 148 C11H16 001758-85-6 91
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 89

Abundance Scan 1926 (12.829 min): VX018734.D (-1922) (-) m/z 133.10 100.00%
1191 3
105 148
5000 91
39 g3 77 12.60 12.80 13.00 13.20
o 14 207 240 218 m/z 119.10 78.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119133
5000
91 148 12.60 12.80 13.00 13.20
77 | 105 m/z 148.05  49.82%
0 .fl‘.sl.‘l‘..‘l‘..“.‘. \? ‘ ----|-------- ”\“ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
133
119 12.60 12.80 13.00 13.20
5000 s m/z 105.00 47 .95%
91 105
i 5 P 6 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
119133 12.60 12.80 13.00 13.20
m/z 91.00 38.71%
5000 148
91 105
g 7
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, 4-ethyl-1,2-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.89 4.68 ug/L 719944 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. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 o-Cvmene 134 C10H14 000527-84-4 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 1936 (12.890 min): VX018734.D (-1931) (-) m/z 119.10 100.00%
119
5000
134
WMNS 12.60 12.80 13.00 13.20
51 - - - -

0 ...,...??..'..,-.'...'--,..|..,':l..'.1 AR 7 —. | m/z 134.05 31.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

5000
12.60 12.80 13.00 13.20

m/z 91.05 17.93%

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

119
12.60 12.80 13.00 13.20
5000 m/z 117.05  10.34%
91 134
77 105
ol 14 27 St

WWTWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-

12.60 12.80 13.00 13.20
m/z 105.10 10.06%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 25 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.96 14.07 ug/L 2166010 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): VX018734.D (-1940) (-) m/z 119.10 100.00%
119
5000 134
77 oL 12.60 12.80 13.00 13.20
39 63 105 . . . .
Obrrrprrre e b e e e 248180 207 233 269 m/z 134.05 48.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-

5000
12.60 12.80 13.00 13.20

m/z 90.95 16.79%

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

119
12.60 12.80 13.00 13.20
5000 134 m/z 120.05 10.28%
39 91
15 63 /7 | 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-

12.60 12.80 13.00 13.20
m/z 133.10 9.24%

5000

12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, 1,2,3,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.00 18.99 ug/L 2923570 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 96
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
5 o-Cymene 134 C10H14 000527-84-4 95
Abundance Scan 1954 (13.000 min): VX018734.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 ...,....',-..'.~.,='..."-,..|..,'.*..'=' 2 2R 2 Tm/z 134.10 43.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

5000
12.60 12.80 13.00 13.20 13.40

m/z 91.05 18.45%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.60 12.80 13.00 13.20 13.40
5000 134 m/z 120.10 10.15%
91

L1 39 6377 7 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-

12.60 12.80 13.00 13.20 13.40
m/z 77.00 9.18%

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\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, 1l-methyl-4-(1-meth... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.06 0.99 ug/L 152316 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvlpro... 148 Cl11H16 001595-16-0 87
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 72
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 72
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 64
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64
Abundance Scan 1964 (13.060 min): VX018734.D (-1960) (-) m/z 119.10 100.00%
119
5000
91 148
S | 12:80 13.00 13.20 13.40
0 .,....,....,..‘..,:...'-,..-..,J!L..l' rpebereiSk 207 241 269 298 | 7 148.15  27.61%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
9

5000
12.80 13.00 13.20 13.40

m/z 91.00 25.10%

04
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119
12.80 13.00 13.20 13.40
5000 m/z 105.00 17.28%
91
0 15 39 65 135
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119 12.80 13.00 13.20 13.40
m/z 120.15 12.94%
5000
91
15 3 65 135
04
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, 1,4-diethyl-2-methyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
13.08 0.66 ug/L 101428 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l.4-diethvl-2-methvl- 148 C11H16 013632-94-5 72
2 4-tert-Butvltoluene 148 C11H16 000098-51-1 68
3 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 64
4 Benzene. l-ethvl-3-(l1-methvlethvIl)- 148 C11H16 004920-99-4 64
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 64

Abundance Scan 1967 (13.079 min): VX018734.D (-1966) (-) m/z 133.10 100.00%
133
5000
44 gq 77 102 11|8 148 s 105200 051 12.80 13.00 13.20 13.40
O prrpb bl ol oL L L 166195209 291 m/z 134_.15 14.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133
119
5000
105 148 12.80 13.00 13.20 13.40
.- 9 m/z 118.10  14.40%
39
0 .}?,....,.?}.ﬁf..,....,....,....,.”.,.... e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
133
12.80 13.00 13.20 13.40
5000 105 m/z 148.15 12.37%
148
41 47 91
o 27 63 118
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22829: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
133 12.80 13.00 13.20 13.40
m/z 77.05 9.55%
105
5000
6 o1 148
o142 L %w s |
m/z--> 20 40 eb éo 160 120 150 160 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 3-Pyridinecarbonitrile, 1,6... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
13.11 0.53 ug/L 81453 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-(l-methvlpro... 148 C11H16 001595-16-0 64
2 Benzene. (1l.1-dimethvipropvI)- 148 C11H16 002049-95-8 56
3 3-Pvridinecarbonitrile. 1.6-dihv... 210 C14H14N2 027531-42-6 50
4 _alpha.-Bromomesitvlene 198 C9H11Br 027129-86-8 50
5 Benzene, l-ethyl-4-(2-methylprop... 162 C12H18 100319-40-2 50
Abundance Scan 1972 (13.109 min): VX018734.D (-1970) (-) m/z 119.10 100.00%
119
5000
148
39 77 104 12.80 13.00 13.20 13.40
Obrrrrrrapr i Foee b bt 169184 207 269 299 | 7950 10 18.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropy!)-
9

5000
12.80 13.00 13.20 13.40

m/z 148_.10 13.23%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119
91
12.80 13.00 13.20 13.40
5000 m/z 104.10 10.13%
41 148
oL 15 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69488: 3-Pyridinecarbonitrile, 1,6-dihydro-1-methyl-6-(2-...
119 12.80 13.00 13.20 13.40

m/z 103.30 9.17%

5000

42 65

139 167 193210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 17
R.T. EstConc Area Relative to ISTD R.T.
13.21 3.15 ug/L 485511 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 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 90

Abundance Scan 1989 (13.213 min): VX018734.D (-1981) (-) m/z 117.10 100.00%

5000

12.80 13.00 13.20 13.40 13.60
m/z 132.05 40.04%

o 148 170 207 253 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-

5000
12.80 13.00 13.20 13.40 13.60

m/z 115.05 29.47%

04
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 15 m/z 131.05 21.91%

39 g5 91

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

12.80 13.00 13.20 13.40 13.60
m/z 91.05 13.56%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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-03 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.29 1.68 ug/L 258980 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 64
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 64
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 64
4 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 64
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 59
Abundance Scan 2002 (13.292 min): VX018734.D (-1998) (-) m/z 119.05 100.00%
119
5000
133 148
13.00 13.20 13.40 13.60
o! et QLTS 191 207 226 m/z 133.10 33.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14810: o-Cymene
119
5000
13.00 13.20 13.40 13.60
91 134 m/z 148.05 27 .60%
15 27 ﬁ? 51 6577 | 103 | ‘
[o) - .‘... ”\”\ \I\”I\ N N 1 | —
m/z--> ﬁo Jo 65 85 160 120 1&0 160 180 260 250
Abundance
119
134 13.00 13.20 13.40 13.60
5000 m/z 91.05 18.93%
27 3951 65 77 9 15
O e e e e e
m/z--> ﬁo Jo eb 85 160 120 1&0 160 180 260 250
Abundance #14868: Benzene, 1,2,3,4-tetramethyl-
119 13.00 13.20 13.40 13.60
m/z 105.10 11.65%
134
5000
27 39 51 65 77 91 105
0....,.‘...‘,‘..‘.‘.,.‘...‘,....,.‘..‘.“...“.,.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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-04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.33 11.28 ug/L 1736960 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 o-Cvmene 134 C10H14 000527-84-4 70
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 70
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 70
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 70

Abundance Scan 2008 (13.329 min): VX018734.D (-2004) (-) m/z 119.10 100.00%

119

5000

A

13.00 13.20 13.40 13.60

ol 149 165 179 207 239 m/z 117.05 40.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14806: o-Cymene

39 51 65 77

5000 o1
13.00 13.20 13.40 13.60

134 m/z 134.10 38.37%

65 77
oL 15 27 39 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
119
JIVAR SR | S
13.00 13.20 13.40 13.60
5000 m/z 91.10 20.88%
134
91
15 27 41 53 65 77 103
A L o o e e A RBE R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 13.00 13.20 13.40 13.60
m/z 115.00 16.62%
5000
134
91

65 77
15 27 41 53 | 103

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, l-ethyl-2,4-dimethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
13.41 1.53 ug/L 235360 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-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 86
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 86
4 Benzene. (1.1-dimethvipropvl)- 148 C11H16 002049-95-8 80
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 80

Abundance Scan 2021 (13.408 min): VX018734.D (-2017) (-) m/z 119.05 100.00%
119
5000
o1 ue 13.00 13.20 '1'3'A4'o' 13.60 13.80
41 65 : : : :
M VW ..1?’.4,.1..,..?.7,7..??,7.... 28928 | /7 148.20 18.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
9

5000
13.00 13.20 13.40 13.60 13.80

m/z 90.95 13.24%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
13.00 13.20 13.40 13.60 13.80
5000 m/z 120.10 10.61%
134
o 15 39 65 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-
119 13.00 13.20 13.40 13.60 13.80
m/z 77.00 7.57%
5000
01 134
39 65
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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 37
R.T. EstConc Area Relative to ISTD R.T.
13.54 0.52 ug/L 80526 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. 1.4-dimethvl-2-(1l-methyv... 148 C11H16 004132-72-3 87
3 Benzene. 2.4-dimethvl-1-(1-methy... 148 C11H16 004706-89-2 87
4 Benzene. 1.3-dimethvl-5-(l-methv... 148 C11H16 004706-90-5 87
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 78
Abundance Scan 2043 (13.542 min): VX018734.D (-2037) (-) m/z 133.10 100.00%
133
5000
15 148
91
39 6 13.20 13.40 13.60 13.80
0 186 207 288 "m/z 131.05 30.95%
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 13.20 13.40 13.60 13.80
um m/z 148.20 24 .12%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
133
13.20 13.40 13.60 13.80
5000 m/z 115.10 13.27%
148

15 39 g5 91 997

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-

133 13.20 13.40 13.60 13.80

m/z 91.20 10.88%
5000
148
15 3? 65 9} 117
) S P Y ST) S N ——

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, pentamethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.72 1.40 ug/L 216074 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 91
2 Benzene. 2.4-dimethvl-1-(1l-methy... 148 C11H16 004706-89-2 91
3 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 91
4 Benzene. pentamethvl- 148 C11H16 000700-12-9 91
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
Abundance Scan 2072 (13.719 min): VX018734.D (-2067) (-) m/z 133.10 100.00%
133
5000
148
91
115 13.40 13.60 13.80 14.00
39 65
O e et ek e b ke 165, 184209 281 s Tiae 10 29.69%
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 91.05 14 .44%
0 'I":'L'SI"'"‘I"""EI;'"7"7I""'I"""I"L'I""I""I""I""I"" RN SARAN BN
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 105.00 11.88%
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 119.10 11.75%
5000
148
15 3? 65 gﬁ 117
| NS R P VAN S M
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\VX100120\
Data File : VX018734.D

Aca On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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, 2-ethenyl-1,3,5-tr... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.

14.12 0.71 ug/L 110007 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 91
2 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 91
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 90
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 87

Abundance Scan 2138 (14.121 min): VX018734.D (-2132) (-) m/z 131.10 100.00%

1

5000

13.80 14.00 14.20 14.40
m/z 146.10 29.83%

o 252267281

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 129.10 17.92%

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

131
o1 13.80 14.00 14.20 14.40
5000 146 m/z 115.10 17.28%
39
15 53 7 115

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl-

13.80 14.00 14.20 14.40
m/z 145.20 14.13%

5000

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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100120\
Data File : VX018734.D

Acq On : 01 Oct 2020 20:28

Operator : JC/SP

Sample : L4171-12DL 5X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .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... 3.15 44 .7 ug/L 4330570 1 6.83 484040 5.0
(DEL) Alkane: Str... 3.50 58.4 ug/L 5653450 1 6.83 484040 5.0
(DEL) Alkane: Str... 4.12 2.9 ug/L 275725 1 6.83 484040 5.0
(DEL) Alkane: Str... 4.28 2.2 ug/L 209872 1 6.83 484040 5.0
(DEL) Alkane: Cyc... 4.37 1.5 ug/L 147073 1 6.83 484040 5.0
Benzene, propyl- 11.34 6.0 ug/L 922251 3 12.06 769612 5.0
Benzene, 1l-ethyl-... 11.42 8.7 ug/L 1334310 3 12.06 769612 5.0
Benzene, 1,2,3-tr... 11.49 7.0 ug/L 1080720 3 12.06 769612 5.0
Benzene, 1l-ethyl-... 11.65 1.6 ug/L 249651 3 12.06 769612 5.0
Benzene, 1,2,4-tr... 11.79 11.7 ug/L 1796180 3 12.06 769612 5.0
Benzene, (2-methy... 11.90 1.2 ug/L 185091 3 12.06 769612 5.0
Benzene, l-methyl... 11.93 1.5 ug/L 222998 3 12.06 769612 5.0
unknown-02 12.13 0.9 ug/L 140075 3 12.06 769612 5.0
Benzene, 1,2-diet... 12.29 5.0 ug/L 763786 3 12.06 769612 5.0
Oxirane, 2-methyl... 12.30 8.6 ug/L 1320940 3 12.06 769612 5.0
Ethanone, 1-(3-me... 12.44 1.0 ug/L 156246 3 12.06 769612 5.0
Benzene, (1-methy... 12.50 4.2 ug/L 644632 3 12.06 769612 5.0
Benzene, 2-ethyl-... 12.57 12.9 ug/L 1983730 3 12.06 769612 5.0
Benzene, 1-methyl... 12.59 7.8 ug/L 1193790 3 12.06 769612 5.0
o-Cymene 12.65 19.5 ug/L 3007610 3 12.06 769612 5.0
p-Cymene 12.75 2.9 ug/L 440054 3 12.06 769612 5.0
Benzene, 1,3-diet... 12.83 0.6 ug/L 91105 3 12.06 769612 5.0
Benzene, 4-ethyl-... 12.89 4.7 ug/L 719944 3 12.06 769612 5.0
Benzene, 1,2,3,4-... 12.96 14.1 ug/L 2166010 3 12.06 769612 5.0
Benzene, 1,2,3,5-... 13.00 19.0 ug/L 2923570 3 12.06 769612 5.0
Benzene, 1-methyl... 13.06 1.0 ug/L 152316 3 12.06 769612 5.0
Benzene, 1,4-diet... 13.08 0.7 ug/L 101428 3 12.06 769612 5.0
3-Pyridinecarboni... 13.11 0.5 ug/L 81453 3 12.06 769612 5.0
Benzene, 1l-etheny... 13.21 3.1 ug/L 485511 3 12.06 769612 5.0
unknown-03 13.29 1.7 ug/L 258980 3 12.06 769612 5.0
unknown-04 13.33 11.3 ug/L 1736960 3 12.06 769612 5.0
Benzene, l-ethyl-_.. 13.41 1.5 ug/L 235360 3 12.06 769612 5.0
3,4-Dimethylcumene 13.54 0.5 ug/L 80526 3 12.06 769612 5.0
Benzene, pentamet... 13.72 1.4 ug/L 216074 3 12.06 769612 5.0
Benzene, 2-etheny... 14.12 0.7 ug/L 110007 3 12.06 769612 5.0
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