LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 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\82X020119W.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

1.605 65 74 78 rBv4 21959 45370 1.85% 0.159%
2.843 271 277 281 rBV2 40982 89412 3.65% 0.314%
292 rVB2 76994 155666 6.36% 0.547%
3.172 323 331 342 rVB 116005 263072 10.74% 0.924%
3.519 380 388 396 rvB2 21157 53352 2.18% 0.187%
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4_306 505 517 526 rBvV2 40815 129072 5.27% 0.453%
5.238 660 670 683 rvB6 18520 72445 2.96% 0.254%
723 rBY 292853 829607 33.88% 2.914%
5.665 723 740 748 rBV 464929 1414660 57.77% 4_.970%
5.927 772 783 795 rVB4 67208 205583 8.40% 0.722%
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11 6.068 795 806 817 rBV 290917 739719 30.21% 2.599%
12 6.257 829 837 846 rBv4 49452 162083 6.62% 0.569%
13 6.354 846 853 862 rVB4 67022 189568 7.74% 0.666%
14 6.452 862 869 877 rVB5 25195 67301 2.75% 0.236%
15 6.860 927 936 945 rBV 713739 1677678 68.51% 5.893%

16 7.451 1024 1033 1044 rVB3 78070 208931 8.53% 0.734%

17 7.573 1047 1053 1058 rBv4 30628 61244 2.50% 0.215%
18 7.634 1058 1063 1068 rVvVv 39331 70562 2.88% 0.248%
19 7.848 1091 1098 1106 rvB2 79713 166145 6.78% 0.584%
20 8.031 1122 1128 1130 rBV 45434 84130 3.44% 0.296%
21 8.177 1145 1152 1160 rBV3 60067 153119 6.25% 0.538%
22 8.378 1176 1185 1191 rVB6 45059 97296 3.97% 0.342%
23 8.579 1212 1218 1225 rVB5 30803 69067 2.82% 0.243%

24 8.671 1225 1233 1234 rBV3 66281 102169 4_.17% 0.359%
25 8.713 1234 1240 1250 rVB 1530109 2448745 100.00% 8.602%

26 8.988 1277 1285 1289 rBV2 45866 84824 3.46% 0.298%
27 9.037 1289 1293 1299 rVB2 61053 94850 3.87% 0.333%
28 9.165 1305 1314 1319 rBV2 66351 130316 5.32% 0.458%
29 9.219 1319 1323 1328 rBvV 97479 144544 5.90% 0.508%

30 9.567 1374 1380 1385 rVv4 42439 83717 3.42% 0.294%
31 9.671 1392 1397 1401 rVVv4 28635 61488 2.51% 0.216%
32 9.823 1415 1422 1427 rBV2 45012 83978 3.43% 0.295%
33 10.110 1464 1469 1478 rBV 1542386 2085950 85.18% 7.328%
34 10.360 1507 1510 1515 rVB5 26305 45674 1.87% 0.160%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 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\82X020119W.M
Title : SW846 8260
35 10.640 1548 1556 1564 rBV2 40714 79935 3.26% 0.281%
36 11.018 1613 1618 1626 rBV3 24214 47203 1.93% 0.166%
37 11.134 1632 1637 1643 rBV 1275075 1676466 68.46% 5.889%
38 11.359 1669 1674 1679 rBV 64335 77953 3.18% 0.274%
39 11.432 1682 1686 1688 rBV 47721 67451 2.75% 0.237%
40 11.670 1720 1725 1736 rVB2 33812 59428 2.43% 0.209%
41 11.804 1742 1747 1752 rBVY 41282 53398 2.18% 0.188%
42 11.920 1759 1766 1767 rBVY 46115 59141 2.42% 0.208%
43 11.945 1767 1770 1777 rVB 72351 88581 3.62% 0.311%

44 12.079 1786 1792 1800 rVV 1665444 2075527 84.76% 7.291%
45 12.298 1824 1828 1835 rBV2 224512 387225 15.81% 1.360%

46 12.365 1835 1839 1847 rVB2 171378 280721 11.46% 0.986%
47 12.457 1848 1854 1859 rBV2 30707 44758 1.83% 0.157%
48 12.518 1859 1864 1869 rVB 85993 109989 4._.49% 0.386%
49 12.585 1870 1875 1878 rBVY 145537 188053 7.68% 0.661%
50 12.664 1882 1888 1891 rBV 133659 161480 6.59% 0.567%

51 12.701 1891 1894 1899 rVB 81617 98009 4._00% 0.344%
52 12.755 1899 1903 1905 rBV 174350 257247 10.51% 0.904%
53 12.896 1922 1926 1932 rVB3 53728 85670 3.50% 0.301%

54 12.975 1932 1939 1943 rBV 226230 319594 13.05% 1.123%
55 13.018 1943 1946 1951 rVVv2 94466 112336 4_.59% 0.395%

56 13.079 1951 1956 1963 rVV2 190441 295121 12.05% 1.037%
57 13.152 1964 1968 1971 rVV2 61466 105404 4 _30% 0.370%
58 13.188 1971 1974 1977 rVV 148483 208820 8.53% 0.734%
59 13.225 1977 1980 1983 rVV 177102 242378 9.90% 0.851%
60 13.255 1983 1985 1990 rvv4 59634 94749 3.87% 0.333%

61 13.310 1990 1994 1997 rVV2 153895 221746 9.06% 0.779%
62 13.347 1997 2000 2008 rVV3 346260 559643 22.85% 1.966%
63 13.426 2008 2013 2016 rVvVv 173505 251079 10.25% 0.882%
64 13.481 2019 2022 2030 rVB3 53958 87527 3.57% 0.307%
65 13.560 2030 2035 2038 rBV2 165948 239725 9.79% 0.842%

66 13.597 2038 2041 2044 rVvVv 339192 440711 18.00% 1.548%
67 13.639 2044 2048 2052 rVV3 300798 561901 22.95% 1.974%
68 13.694 2052 2057 2058 rVvVv 190047 328083 13.40% 1.153%
69 13.719 2058 2061 2067 rVVv2 450736 650727 26.57% 2.286%
70 13.804 2072 2075 2079 rVvVv 65768 86651 3.54% 0.304%

71 13.853 2079 2083 2088 rVV5 57776 115325 4.71% 0.405%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 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\82X020119W.M

: SW846 8260

72 13.908 2088 2092 2097 rVB 256528 340142 13.89% 1.195%
73 13.981 2097 2104 2108 rBV2 296029 434931 17.76% 1.528%
74 14.030 2108 2112 2115 rVV 139088 204489 8.35% 0.718%

75 14.060 2115 2117 2124 rVB3 71056 88414 3.61% 0.311%
76 14.133 2124 2129 2133 rBV 283936 356701 14.57% 1.253%
77 14.182 2133 2137 2140 rVV3 24846 45006 1.84% 0.158%
78 14.219 2140 2143 2146 rVV 39266 47438 1.94% 0.167%
79 14.286 2146 2154 2160 rvVv4 298143 663197 27.08% 2.330%
80 14.341 2160 2163 2166 rVV 49536 66566 2.72% 0.234%

81 14.377 2166 2169 2173 rVV 133040 168262 6.87% 0.591%
82 14.432 2173 2178 2182 rVV 320174 417080 17.03% 1.465%

83 14.475 2182 2185 2190 rVB2 46535 64918 2.65% 0.228%
84 14.536 2190 2195 2200 rBV2 187548 288609 11.79% 1.014%
85 14.578 2200 2202 2208 rVB3 32448 48336 1.97% 0.170%

86 14.670 2213 2217 2224 rVV2 275787 524546 21.42% 1.843%
87 14.731 2224 2227 2231 rVB 177655 221388 9.04% 0.778%
88 14.786 2231 2236 2241 rBV2 77098 96485 3.94% 0.339%
89 14.847 2241 2246 2248 rBV2 44497 72181 2.95% 0.254%
90 14.877 2248 2251 2253 rVV3 88263 114024 4.66% 0.401%

91 14.901 2253 2255 2259 rVB2 81073 103500 4.23% 0.364%
92 14.962 2259 2265 2271 rBV4 72711 154081 6.29% 0.541%

93 15.109 2282 2289 2296 rBV5 23987 48198 1.97% 0.169%
94 15.249 2306 2312 2319 rBV2 192775 350042 14.29% 1.230%
95 15.322 2319 2324 2330 rVB4 37128 71292 2.91% 0.250%
96 15.444 2339 2344 2346 rBV2 33925 52266 2.13% 0.184%
97 15.474 2346 2349 2353 rVB 47251 63999 2.61% 0.225%
98 15.596 2364 2369 2374 rVB5 33952 63208 2.58% 0.222%
99 15.682 2379 2383 2387 rVV5 32949 57196 2.34% 0.201%
100 15.724 2387 2390 2397 rVB5 25248 49221 2.01% 0.173%
Sum of corrected areas: 28466808
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
VX007612.D

19 Feb 2019 14:44

JC/SP

K1528-03

5.0mL/MSVOA X/WATER

13 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance

1500000

1000000

500000

01

TIC: VX007612.D

5.67

wwmwmwmwmwmwmwwwﬁm
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

1500000

1000000

500000

TIC: VX007612.D
8.71

6.86

74553 7:858.038.18 8.38 g

10.11

11.13

1036 1064  1107| 143W3

04
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX007612.D
12.08
1500000
1000000
500000 13.72
13 35 1]’? l! 1315 984.134. 2b4.43 14.67
1 3%7212 ss76 12% 083,2 =, 4 13/69 | od §4 5444.73 15 25
11 6iz1.gbL 21- {a 12.96. ¢ Jﬁ- lﬁ::, 3385 Q94,37 uL W 58 1" o l‘ 1 .3EABIEGE
ORS=R= A AL A MAL SAL Ll e e e e
Time--> 12.00 12 50 13.00 13.50 14.00 14 50 15 OO 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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, 3-methyl- Concentration Rank 10

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

3.17 9.30 ug/Il 263072 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 56
3 3.4-Dimethvldihvdrofuran-2.5-dione 128 C6H303 007475-92-5 53
4 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 50
5 Butane, 1-chloro- 92 C4HoCl 000109-69-3 42

Abundance Scan 331 (3.172 min): VX007612.D (-323) (-) m/z 57.05 100.00%
g7
41
5000

2.80 3.00 3.20 3.40 3.60

86
Obrrrprrrrfl et o 2o O 2 et o || m/Z 56.10  82.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1824: Pentane, 3-methyl-
57
41
5000 |||||||||||||||||/|\ﬁ|
2.80 3.00 3.20 3.40 3.60
m/z 40.95 59.76%
2 \‘ il ] 86
OF P T T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
2.80 3.00 3.20 3.40 3.60
5000 41 m/z 43.10 23.10%
0 14 85 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12132: 3,4-Dimethyldihydrofuran-2,5-dione
56 2.80 3.00 3.20 3.40 3.60
41 m/z 39.00 15.34%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 280 3.00 3. 20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Benzene, 1,4-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.30 9.33 ug/Il 387225 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 94
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 93
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 83
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 72

Abundance Scan 1828 (12.298 min): VX007612.D (-1824) (-) m/z 105.00 100.00%

5000

12.00 12.20 12.40 12.60

150

188 207

01 m/z 119.00 96.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14841: Benzene, 1,4-diethyl-
119
5000 134
91 12.00 12.20 12.40 12.60
m/z 134.05 47 .97%
o 2 41 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119
12.00 12.20 12.40 12.60
5000 134 m/z 117.10 33.21%
91
39
15 65

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14839: Benzene, 1,3-diethyl-

12.00 12.20 12.40 12.60
m/z 91.00 28.43%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.35 13.48 ug/Il 559643 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
2 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 76
3 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 76
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 70
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 70

Abundance Scan 2001 (13.353 min): VX007612.D (-1997) (-) m/z 117.10 100.00%

147
5000

13.00 13.20 13.40 13.60
148

ol 163 179 219 251 281 m/z 132.05 39.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-

5000
13.00 13.20 13.40 13.60

m/z 119.05 35.90%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
132 13.00 13.20 13.40 13.60
5000 m/z 115.05 28.77%
91
39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl-
117132 13.00 13.20 13.40 13.60
m/z 131.05 19.56%
5000
91
66
27 51
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.60 10.62 ug/Il 440711 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 96
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 94
3 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 91
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 91
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
Abundance Scan 2042 (13.603 min): VX007612.D (-2038) (-) m/z 131.10 100.00%
5000
115 146
91 13.20 13.40 13.60 13.80 14.00
51 77
o383 W 207 283 213 | G046 05 24.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
5 13.20 13.40 13.60 13.80 14.00
14 m/z 115.00 15.03%
39 7 91
T VO Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
131
146 13.20 13.40 13.60 13.80 14.00
5000 o1 m/z 129.10 12.25%
115
39 53 77
O L R E e e o A ERERE RARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131 13.20 13.40 13.60 13.80 14.00
m/z 132.00 11.49%
5000
91
115 | 146
Jz7 Steam | "
miz> 20 40 60 80 100 130 140 160 180 200 230 240 260 | | 13120 13.40 13,60 1360 1400
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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, (1,2-dimethyl-1-pr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.64 13.54 ug/Il 561901 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 90
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 78
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 60
4 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 60
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 60

Abundance Scan 2048 (13.639 min): VX007612.D (-2044) (-) m/z 131.10 100.00%

131

5000

13.40 13.60 13.80 14.00

265 282

161 180 208 235

0 m/z 133.10 73.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146
5000 01
13.40 13.60 13.80 14.00
39 77 | 115 m/z 146.10  40.45%
0’ 6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
13.40 13.60 13.80 14.00
5000 m/z 115.00 28.96%
g1 146
39 63 115
24

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

Abundance #21630: Benzene, (3-methyl-2-butenyl)- AR RA RS S
1 13.40 13.60 13.80 14.00

m/z 145.05 24 _.53%

5000

m/z--> 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\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.98 10.48 ug/Il 434931 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 60
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 60
3 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 60
4 Bicvclol4.2.0locta-1.3.5-triene.... 160 C12H16 078920-29-3 60
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 58

Abundance Scan 2104 (13.981 min): VX007612.D (-2097) (-) m/z 131.00 100.00%
131
5000

160
177 207 227 265 201 13.60 13.80 14.00 14.20

0 m/z 117.10 52.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
o1 146
5000
13.60 13.80 14.00 14.20
115 m/z 145.10 46 .45%
3 & I
O P e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
13.60 13.80 14.00 14.20
5000 46 m/z 146.05  43.29%
o4 39 g3 91 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131 13.60 13.80 14.00 14.20
m/z 115.00 33.25%
91
5000
146
51 115
27 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13. 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.29 15.98 ug/I 663197 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 94
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 86
4 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 76
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 70

Abundance Scan 2155 (14.292 min): VX007612.D (-2146) (-) m/z 131.10 100.00%

146

5000
160 14.00 14.20 14.40 14.60
ol 174 191207 224 244 281 m/z 118.00 70.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
131
146
5000 117
39 91 14.00 14.20 14.40 14.60
15 63 77 m/z 146.05 66.58%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
146 14.00 14.20 14.40 14.60
5000 117 m/z 117.05 43.74%
39 91
15 63 77

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-

14.00 14.20 14.40 14.60
m/z 145.10  33.09%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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, 1,3,5-trimethyl-2-__._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.43 10.05 ug/Il 417080 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 55
2 Benzene. 1-(1-methvlethenvl)-2-(... 160 C12H16 005557-93-7 53
3 1H-Indene. 2.3-dihvdro-1.4.7-tri... 160 C12H16 054340-87-3 53
4 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 46
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 45
Abundance Scan 2178 (14.432 min): VX007612.D (-2173) (-) m/z 145.10 100.00%
145
5000
12 160
91
39 77 7105 14.20 14.40 14.60 14.80
o 3 g 174 207 247 269285 | 75131 10 76.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methyletheny!)-
145160
5000
14.20 14.40 14.60 14.80
1105 130 m/z 146.05 36.00%
0 o 9T
o,,,‘,‘,“,,”, S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145
14.20 14.40 14.60 14.80
5000 m/z 160.05 25.53%
g 117 160
51 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30901: 1H-Indene, 2,3-dihydro-1,4,7-trimethyl-
145 14.20 14.40 14.60 14.80
m/z 128.00 23.77%
5000
128 160
27
oh B ek it oo e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021919\
Data File : VX007612.D

Aca On : 19 Feb 2019 14:44

Operator : JC/SP

Sample : K1528-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .67 12.64 ug/Il 524546 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 90
3 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 70
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 68
5 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 46
Abundance Scan 2217 (14.670 min): VX007612.D (-2213) (-) m/z 118.05 100.00%
118
145160

5000

14.40 14.60 14.80 15.00

176191 208 226

267282

0 m/z 145_.05 74 _.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145

5000
14.40 14.60 14.80 15.00

m/z 160.10 71.52%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
118
145160 14.40 14.60 14.80 15.00
5000 m/z 117.05 46 .85%
39 91
63 77
0 25
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145160 14.40 14.60 14.80 15.00
m/z 115.00 31.64%
5000
105 130
B T |
0.”“.”Ln”“.npﬂnpnﬂy”.ﬂ”n.”.“”..”..”..”.“”.“. ML AL LS St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX021919\
Data File : VX007612.D

Acq On : 19 Feb 2019 14:44

Operator : JC/SP

Sample - K1528-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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, 3-methyl- 3.17 9.3 ug/Il 263072 1 5.67 1414660 50.0
Benzene, 1,4-diet... 12.30 9.3 ug/Il 387225 4 12.08 2075530 50.0
Benzene, 2-etheny... 13.35 13.5 ug/I1 559643 4 12.08 2075530 50.0
1H-Indene, 2,3-di... 13.60 10.6 ug/I1 440711 4 12.08 2075530 50.0
Benzene, (1,2-dim... 13.64 13.5 ug/I1 561901 4 12.08 2075530 50.0
Benzene, (2-methy... 13.98 10.5 ug/I1 434931 4 12.08 2075530 50.0
Naphthalene, 1,2,... 14.29 16.0 ug/I 663197 4 12.08 2075530 50.0
Benzene, 1,3,5-tr... 14.43 10.1 ug/I1 417080 4 12.08 2075530 50.0
Naphthalene, 1,2,... 14.67 12.6 ug/I1 524546 4 12.08 2075530 50.0
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