LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX050720\

Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 1L2543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82X050420W .M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.776 109 113 122 rVB 29382 40155 1.28% 0.091%
2 2.825 276 285 301 rBV 193623 419370 13.40% 0.947%
3 4.123 487 498 509 rBV3 15310 48766 1.56% 0.110%
4 4.282 513 524 539 rVVv 134870 401403 12.82% 0.906%
5 4_.532 550 565 578 rBV2 25734 93560 2.99% 0.211%
6 5.208 662 676 688 rBV3 24725 90152 2.88% 0.204%
7 5.470 706 719 729 rBV 171173 485745 15.52% 1.097%
8 5.629 735 745 753 rBV 309530 887163 28.34% 2.003%
9 5.922 781 793 803 rBV2 121627 379299 12.12% 0.856%
10 6.031 803 811 824 rVB 192320 502628 16.06% 1.135%

11 6.324 836 859 872 rBV 701673 2140569 68.39% 4_.833%
12 6.830 930 942 954 rBV 483818 1151547 36.79% 2.600%
13 7.427 1030 1040 1053 rBvV 154155 351070 11.22% 0.793%
14 7.555 1053 1061 1068 rVvVv 96535 197777 6.32% 0.447%
15 7.659 1068 1078 1089 rVB 189797 426206 13.62% 0.962%

16 7.830 1098 1106 1117 rVB 175088 353025 11.28% 0.797%
17 8.037 1130 1140 1152 rBV 802325 1552791 49.61% 3.506%
18 8.159 1152 1160 1170 rVV 1433277 2807460 89.69% 6.338%
19 8.372 1187 1195 1201 rBV 85779 162169 5.18% 0.366%
20 8.561 1217 1226 1234 rVB3 27321 54472 1.74% 0.123%

21 8.695 1234 1248 1262 rBV 1134102 2109389 67.39% 4.762%
22 8.823 1262 1269 1274 rBV 182664 313845 10.03% 0.709%

23 8.970 1286 1293 1296 rBV 26782 48355 1.54% 0.109%
24 9.025 1296 1302 1308 rVB3 44233 92378 2.95% 0.209%
25 9.147 1316 1322 1328 rVB 40777 68798 2.20% 0.155%
26 9.555 1383 1389 1394 rBV2 33265 58703 1.88% 0.133%
27 9.659 1401 1406 1410 rBV 103670 164871 5.27% 0.372%
28 9.701 1410 1413 1416 rVB 27320 38168 1.22% 0.086%
29 9.799 1423 1429 1436 rVB2 19815 34218 1.09% 0.077%

30 9.878 1436 1442 1447 rBV 80385 117668 3.76% 0.266%

31 10.098 1472 1478 1486 rBV 1070378 1548514 49.47% 3.496%
32 10.171 1486 1490 1495 rVvVv 101222 149256 4.77% 0.337%
33 10.323 1510 1515 1523 rVB2 122524 224747 7.18% 0.507%
34 10.396 1523 1527 1530 rBV 43415 63270 2.02% 0.143%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX050720\

Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 1L2543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82X050420W .M
SW846 8260

35 10.500 1538 1544 1554 rVB 99959 149172 4.77% 0.337%

36 10.646 1554 1568 1573 rBV4 174198 423436 13.53% 0.956%
37 10.695 1573 1576 1584 rVB 58890 79715 2.55% 0.180%
38 10.793 1584 1592 1593 rBV2 125617 178163 5.69% 0.402%
39 10.823 1593 1597 1605 rVB 314819 451542 14.43% 1.019%
40 10.902 1605 1610 1616 rBV3 123162 214932 6.87% 0.485%

41 10.957 1616 1619 1622 rVB 41042 46654 1.49% 0.105%
42 11.000 1622 1626 1629 rBVY 140280 181678 5.80% 0.410%
43 11.049 1629 1634 1640 rVB4 90811 169196 5.41% 0.382%
44 11.122 1640 1646 1650 rBVY 956878 1166993 37.28% 2.635%
45 11.171 1650 1654 1657 rVV 177320 242054 7.73% 0.546%

46 11.232 1661 1664 1666 rVV 45046 58752 1.88% 0.133%
47 11.268 1666 1670 1674 rVB 301043 406732 12.99% 0.918%
48 11.378 1684 1688 1693 rBV6 32939 74883 2.39% 0.169%
49 11.427 1693 1696 1702 rVB2 108154 175109 5.59% 0.395%
50 11.561 1714 1718 1724 rVB3 49879 83107 2.66% 0.188%

51 11.658 1727 1734 1741 rBV 303671 430221 13.74% 0.971%
52 11.756 1741 1750 1753 rBV 261817 359718 11.49% 0.812%
53 11.805 1753 1758 1760 rVV5 41436 93537 2.99% 0.211%
54 11.829 1760 1762 1766 rVB3 49325 59065 1.89% 0.133%
55 11.902 1766 1774 1777 rBV 736590 1120091 35.78% 2.529%

56 11.933 1777 1779 1785 rVvV 507454 539332 17.23% 1.218%

57 11.994 1785 1789 1795 rVB4 40050 73628 2.35% 0.166%
58 12.061 1795 1800 1805 rBV 1234621 1583042 50.57% 3.574%
59 12.109 1805 1808 1812 rVB2 36219 45493 1.45% 0.103%
60 12.158 1812 1816 1821 rBV3 49498 93731 2.99% 0.212%

61 12.219 1821 1826 1832 rVB 872224 1095332 34.99% 2.473%
62 12.286 1832 1837 1841 rBV 501299 583764 18.65% 1.318%
63 12.353 1841 1848 1858 rVB 360115 530570 16.95% 1.198%
64 12.457 1858 1865 1871 rBV2 42904 91887 2.94% 0.207%
65 12.652 1887 1897 1900 rBV 2631863 3130112 100.00% 7.067%

66 12.689 1900 1903 1908 rVV2 538653 863745 27 .59% 1.950%
67 12.743 1908 1912 1918 rVV2 1579927 2583520 82.54% 5.833%
68 12.798 1918 1921 1926 rVB 214068 265770 8.49% 0.600%
69 12.878 1926 1934 1940 rBV 771058 1171656 37.43% 2.645%
70 12.963 1940 1948 1953 rVB2 1344674 1963105 62.72% 4.432%

71 13.018 1953 1957 1961 rBV2 37395 58645 1.87% 0.132%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX050720\

Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 1L2543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82X050420W.M

: SW846 8260

72 13.073 1961 1966 1971 rVB2 223549 323250 10.33% 0.730%
73 13.134 1971 1976 1980 rBV 317953 392387 12.54% 0.886%
74 13.176 1980 1983 1987 rVB 289657 319259 10.20% 0.721%
75 13.237 1987 1993 1997 rVB 196922 260834 8.33% 0.589%

76 13.298 1997 2003 2004 rBV2 132655 186950 5.97% 0.422%
77 13.329 2004 2008 2014 rVB2 1262171 1772177 56.62% 4.001%

78 13.390 2014 2018 2019 rBV2 79101 90720 2.90% 0.205%
79 13.408 2019 2021 2024 rVB 127619 124182 3.97% 0.280%
80 13.548 2040 2044 2046 rBV 32293 38846 1.24% 0.088%

81 13.585 2046 2050 2052 rVv2 85589 119388 3.81% 0.270%
82 13.627 2052 2057 2060 rVV2 379443 539839 17.25% 1.219%
83 13.682 2063 2066 2067 rVvV 202662 251538 8.04% 0.568%
84 13.701 2067 2069 2078 rVB2 270965 396422 12.66% 0.895%
85 13.792 2078 2084 2087 rBV 119218 145835 4.66% 0.329%

86 13.835 2087 2091 2096 rVB 75976 102904 3.29% 0.232%

87 13.896 2096 2101 2105 rBV 69944 92230 2.95% 0.208%
88 13.969 2107 2113 2117 rBV2 81142 109522 3.50% 0.247%
89 14.012 2117 2120 2124 rBV2 43061 55375 1.77% 0.125%
90 14.115 2132 2137 2139 rBV2 30658 44726 1.43% 0.101%
91 14.146 2139 2142 2146 rVB 38251 44168 1.41% 0.100%
92 14.255 2155 2160 2166 rBV 64011 99693 3.18% 0.225%
93 14.359 2170 2177 2181 rVV2 30230 47118 1.51% 0.106%
94 14.414 2181 2186 2190 rVB3 33464 44893 1.43% 0.101%

95 14.524 2199 2204 2213 rBV2 69855 106436 3.40% 0.240%
96 14.713 2231 2235 2240 rVB 38319 46056 1.47% 0.104%
97 14.822 2248 2253 2262 rBV2 72046 123894 3.96% 0.280%

Sum of corrected areas: 44294231
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX050720\
Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 12543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

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

Abundance
2500000

2000000

1500000

1000000

500000

TIC: VX016088.D

5.63
2.82 5.47 5 99.03

1m A, 4n?? 453 5.21 N\

0
Time-->

1.20 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 5.20 5.40 560 580 6.00 6.20

Abundance
2500000

2000000

1500000

1000000

500000

TIC: VX016088.D

8.16

04 2N - ~ o ~
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX016088.D
2500000 1265
2000000
12.74
1500000
12.96
1000000 1222
11.90 12.8
11.93 12,
500000 o
11.66.76 ' . 38 |
2 2.46 1B.00
oI SR IRA U e o TV L 'll‘i s e Pl e
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX050720\

Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 12543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

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 Pentane, 2,2,4-trimethyl- Concentration Rank 3

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

6.32 92.94 ug/1 2140570 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 83
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 83
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 83
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 72
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 59

Abundance Scan 858 (6.318 min): VX016088.D (-836) (-) m/z 57.10 100.00%
57
5000 /\
41 S S —
99 6.00 6.20 6.40 6.60
0 83 °Y 114 191207 269 n/z 56.10 33 .81%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7663: Pentane, 2,2,4-trimethyl-
57
5000
a 6.00 6.20 6.40 6.60
m/z 40.95 26.08%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 43.05 17.31%
41
oL B 83 99114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7649: Hexane, 2,2-dimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.00 8.20%
5000
41
0 15 “‘ \M 1l 72 9\9 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX050720\

Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 12543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

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 Pentane, 2,3,4-trimethyl- Concentration Rank 5

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

8.04 67.42 ug/1 1552790 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 78
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64

Abundance Scan 1140 (8.037 min): VX016088.D (-1130) (-) m/z 43.05 100.00%
43 71
5000

|| 7.80 8.00 820 8.40

Olrrrrrr el b 7 24 de1207 WL sz 71,10 84.51%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7659: Pentane, 2,3,4-trimethyl-
43 71
5000
7.80 8.00 8.20 8.40
7 m/z 70.10 61.19%
bl | ora
O P T T T e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
7.80 8.00 8.20 8.40
5000 70 m/z 41.00 29.88%
27
oL 85 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7631: Heptane, 4-methyl-
43 7.80 8.00 8.20 8.40
m/z 55.05 23.39%
71
5000
27
0 .,....PMM.JM..U,..L,:H.??.}iﬁ....,...q....,....,”..,....,...q....,..
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX050720\

Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 12543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

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 Pentane, 2,3,3-trimethyl- Concentration Rank 1

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

8.16 121.90 ug/l 2807460 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 50
5 Octane, 4-methyl- 128 C9H20 002216-34-4 50

Abundance Scan 1160 (8.159 min): VX016088.D (-1152) (-) m/z 43.05 100.00%
a3
71
5000
99 7.80 8.00 8.20 8.40
o.“”.“”l.i,Jh“m.“ﬂﬁﬂ?ﬁ”“,””“”.ﬁﬁw“.w””“.fﬁz m/z 71.10 64.22%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
7.80 8.00 8.20 8.40
m/z 70.10 55.14%
. T ] e
m/z--> 6 26 4b 60 éo 100 120 140 160 180 200 220 240 260 280
Abundance
43
71 7.80 8.00 8.20 8.40
5000 m/z 57.10 48 .54%
27 99
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3974: Hexane, 3-methyl-
43 7.80 8.00 8.20 8.40
m/z 85.10 41.02%
71
5000
2
0 II""I""‘I‘;""I"a'l""]'-(i)(?"'I'"'I'"'I""I""I""I""I"''I""III rfrrrTrrTTrT T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX050720\

Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 12543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

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 o0-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.22 34.60 ug/1 1095330 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 p-Cvmene 134 C10H14 000099-87-6 97
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
Abundance Scan 1826 (12.219 min): VX016088.D (-1821) (-) m/z 119.10 100.00%
119
5000
91 134 N
39 3 77 | 105 12.00 12.20 12.40 12.60
o“.w“.w.mwfn.“l.muﬂ..”}fﬂ SR S A—L. m/z 134.10 29.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14810: o-Cymene
119
5000
12.00 12.20 12.40 12.60
134 m/z 91.05 24 .10%
01\5\3‘?\6377‘105 ‘
IR S0 S P I e s
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 117.10 14 .00%
o1 134

2741 63 77 | 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)- RARm Vi T
119 12.00 12.20 12.40 12.60

m/z 120.05 9.98%

5000
91

134

39 65 ‘
15 0 b IS A

e T W 1 W S .

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

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX050720\

Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 12543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.65 98.86 ug/l 3130110 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 95
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 1897 (12.652 min): VX016088.D (-1887) (-) m/z 119.10 100.00%
119
5000
134
o1 12.40 12.60 12.80 13.00
39 65 . ) ) )

o.“.”“”.“mws”h”L,LJ..“&?%“37ZH.§Y.””.”.“nﬁ?. m/z 134.10 28.82%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-

5000
12.40 12.60 12.80 13.00

m/z 91.10 16.57%

04
m/z--> 0O 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 105.10 10.36%
134

91
15 39 65

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

12.40 12.60 12.80 13.00
m/z 120.10 9.72%

5000

m/z--> 0O 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\HPCHEMI\MSVOA X\DATA\VX050720\

Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 12543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

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 Benzene, 4-ethenyl-1,2-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.69 27.28 ug/1 863745 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethenvl-1.2-dimethvl- 132 C10H12 027831-13-6 94
2 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 90
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 90
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 90
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 90
Abundance Scan 1903 (12.689 min): VX016088.D (-1900) (-) m/z 117.10 100.00%
147
5000 132
91
39 65 12.40 12.60 12.80 13.00
ol e e 2 B Tm/z 132.10 51.88%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14078: Benzene, 4-ethenyl-1,2-dimethyl-
117132
5000
12.40 12.60 12.80 13.00
91 m/z 115.10 31.44%
c,.”.“”.“.Z?.”“.””. e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
132 12.40 12.60 12.80 13.00
5000 m/z 131.10 16.17%
91
39 65
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14034: 1-Phenyl-1-butene
117 12.40 12.60 12.80 13.00
m/z 136.10 11.35%
5000 132
91
,; 51 77 ‘ ‘
0 II\“I‘III\‘III\I‘I“\Illwlllwl\”l‘ |l‘|‘|||||| R RRE R R RRRR A
miz-> 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\HPCHEMI\MSVOA X\DATA\VX050720\
Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 12543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

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 Indan, l1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.74 81.60 ug/1 2583520 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 93
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 81
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 81
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 76
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
Abundance Scan 1911 (12.737 min): VX016088.D (-1908) (-) m/z 117.10 100.00%

5000

N
LIS L B

12.40 12.60 12.80 13.00

0 m/z 115.10 32.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14031: Indan, 1-methyl-
117
5000
132 12.40 12.60 12.80 13.00
91 m/z 132.10 28.30%
39 65
o 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117
12.40 12.60 12.80 13.00
5000 132 m/z 91.00 16.76%
91
27 51 7

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14069: Benzene, (2-methyl-1-propenyl)-

12.40 12.60 12.80 13.00
m/z 119.10 10.93%

5000

A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX050720\

Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 12543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.88 37.01 ug/1 1171660 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 Cl11H14 004912-92-9 97
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 91
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 90
4 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 64
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 58
Abundance Scan 1934 (12.878 min): VX016088.D (-1926) (-) m/z 131.05 100.00%
131
5000
91
115 146
39 51 65 77 103 12.60 12.80 13.00 13.20
0 e o1 209 m/z 91.05 20.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
o1 12.60 12.80 13.00 13.20
115 146 m/z 115.05 15.33%
gos s |l
o7
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
12.60 12.80 13.00 13.20
5000 m/z 146.10 15.03%
146
91
27 39 51 64 77 103 115
o T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 12.60 12.80 13.00 13.20
m/z 132.05 11.39%
146
5000
9% 115
sLoes 77 | W5 )
or— ittt
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX050720\

Data File : VX016088.D

Aca On - 07 May 2020 13:02

Operator : JC/SP

sample - 12543-01 :
Misc - 5.0mL/MSVOA X/WATER SRR U
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

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, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.96 62.00 ug/1 1963110 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
Abundance Scan 1948 (12.963 min): VX016088.D (-1940) (-) m/z 119.05 100.00%
119
5000 134
W% 12.60 12.80 13.00 13.20
39 63 105 . . . .
O prrr et b b 249164 208 253269 | Thsz 134.10  47.29%
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

m/z 91.05 16.85%

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
5000 m/z 120.10 9.55%

91
oL15 39 53 77 77105

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 9.10%

5000

12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX050720\
Data File : VX016088.D

Acg On - 07 May 2020 13:02

Operator : JC/SP

Sample - L2543-01 -
Misg - 5.0mL/MSVOA_X/WATER SR
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Pentane, 2,2,4-tr... 6.32 92.9 ug/1 2140570 2 6.83 1151550 50.0
Pentane, 2,3,4-tr... 8.04 67.4 ug/1l 1552790 2 6.83 1151550 50.0
Pentane, 2,3,3-tr... 8.16 121.9 ug/l1 2807460 2 6.83 1151550 50.0
o-Cymene 12.22 34.6 ug/1 1095330 4 12.06 1583040 50.0
Benzene, 2-ethyl-_... 12.65 98.9 ug/1 3130110 4 12.06 1583040 50.0
Benzene, 4-etheny... 12.69 27.3 ug/I1 863745 4 12.06 1583040 50.0
Indan, 1-methyl- 12.74 81.6 ug/l 2583520 4 12.06 1583040 50.0
1H-Indene, 2,3-di... 12.88 37.0 ug/1 1171660 4 12.06 1583040 50.0
Benzene, 1,2,4,5-... 12.96 62.0 ug/1 1963110 4 12.06 1583040 50.0
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