LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 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\82X102120W.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 1.776 108 113 120 rvVvB 65906 88520 1.82% 0.212%
2 2.380 205 212 217 rBV 31285 61333 1.26% 0.147%
3 2.825 278 285 289 rBV 42978 94714 1.95% 0.227%
4 2.873 289 293 300 rVB 37533 72959 1.50% 0.175%
5 3.154 329 339 351 rVB 39981 92284 1.90% 0.221%
6 4_.373 531 539 551 rVB2 67607 191135 3.93% 0.459%
7 5.464 702 718 727 rBV 168120 487006 10.00% 1.168%
8 5.629 736 745 772 rVB 271643 850891 17.48% 2.041%
9 6.031 801 811 826 rBV 172962 448708 9.22% 1.076%
10 6.324 849 859 870 rVB2 91811 280939 5.77% 0.674%
11 6.830 932 942 952 rBV 429344 1037864 21.32% 2.490%
12 6.909 952 955 965 rVB3 21715 53566 1.10% 0.129%
13 7.239 1001 1009 1016 rvB2 27319 61750 1.27% 0.148%
14 7.440 1031 1042 1052 rVB6 34129 99966 2.05% 0.240%
15 7.556 1052 1061 1066 rBV 29706 59576 1.22% 0.143%
16 7.934 1112 1123 1131 rBvV7 22911 87389 1.80% 0.210%

17 8.037 1131 1140 1151 rVB 146756 298397 6.13% 0.716%
18 8.159 1151 1160 1169 rBV2 248603 540959 11.11% 1.298%
19 8.238 1169 1173 1184 rVVv4 38473 81875 1.68% 0.196%
20 8.354 1185 1192 1198 rVV3 24089 51579 1.06% 0.124%

21 8.549 1216 1224 1233 rVB4 47000 105374 2.16% 0.253%
22 8.696 1233 1248 1258 rBV 997208 1675674 34.42% 4._.020%
23 9.202 1327 1331 1336 rBvV 44476 67959 1.40% 0.163%
24 9.549 1383 1388 1394 rVB3 24565 53718 1.10% 0.129%
25 10.098 1473 1478 1483 rBV 915331 1251071 25.70% 3.001%

26 10.232 1496 1500 1509 rVB 331174 449106 9.23% 1.077%
27 10.342 1515 1518 1524 rVB 53091 77405 1.59% 0.186%
28 11.000 1621 1626 1633 rBV 3147860 4004277 82.25% 9.606%
29 11.122 1641 1646 1651 rBV 837377 1045526 21.48% 2.508%
30 11.341 1677 1682 1691 rVB 3941542 4868338 100.00% 11.679%

31 11.439 1693 1698 1702 rVvV 314392 382656 7.86% 0.918%
32 11.488 1702 1706 1714 rVB 378854 475427 9.77% 1.141%
33 11.652 1727 1733 1742 rBV 99374 136781 2.81% 0.328%
34 11.793 1751 1756 1761 rVB 279864 339390 6.97% 0.814%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 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\82X102120W.M
SW846 8260

35 11.902 1768 1774 1776 rBV 256065 325156 6.68% 0.780%

36 11.927 1776 1778 1784 rVB 292964 359766 7.39% 0.863%
37 12.061 1794 1800 1806 rBV 1193875 1424156 29.25% 3.417%
38 12.128 1806 1811 1816 rBV 599491 738814 15.18% 1.772%
39 12.286 1831 1837 1843 rBV 2442788 3166891 65.05% 7.597%
40 12.353 1843 1848 1858 rVB2 555156 1052859 21.63% 2.526%

41 12.445 1858 1863 1867 rBVY 174171 208243 4.28% 0.500%
42 12.500 1867 1872 1879 rVB 310625 374620 7.70% 0.899%
43 12.567 1879 1883 1890 rBV 47562 66423 1.36% 0.159%
44 12.652 1890 1897 1900 rBV 1808103 2116272 43.47% 5.077%
45 12.683 1900 1902 1907 rVvV 285833 311007 6.39% 0.746%

46 12.738 1907 1911 1919 rVB 697306 943790 19.39% 2.264%
47 12.884 1929 1935 1940 rVB2 79198 117136 2.41% 0.281%
48 12.963 1940 1948 1952 rBV 1431253 1841667 37.83% 4.418%
49 13.000 1952 1954 1960 rVB 152407 169596 3.48% 0.407%
50 13.061 1960 1964 1970 rBV2 98103 139347 2.86% 0.334%

51 13.152 1973 1979 1982 rBV2 136286 199639 4._.10% 0.479%
52 13.207 1985 1988 1998 rVB 608740 719991 14.79% 1.727%

53 13.298 1998 2003 2004 rBV 58474 68502 1.41% 0.164%
54 13.329 2004 2008 2014 rVB2 1604194 2135117 43.86% 5.122%
55 13.408 2019 2021 2026 rVvV 71526 83078 1.71% 0.199%

56 13.463 2026 2030 2036 rVB 128474 162984 3.35% 0.391%
57 13.542 2038 2043 2046 rBV 66998 92238 1.89% 0.221%
58 13.585 2046 2050 2052 rVvVv 155539 212241 4_36% 0.509%
59 13.622 2052 2056 2060 rVvVv3 250975 396061 8.14% 0.950%
60 13.682 2060 2066 2067 rVv2 88846 153620 3.16% 0.369%

61 13.701 2067 2069 2076 rVB2 200415 288185 5.92% 0.691%
62 13.817 2080 2088 2096 rBV 450463 576729 11.85% 1.384%
63 13.890 2096 2100 2105 rVB 63297 82682 1.70% 0.198%
64 13.963 2105 2112 2116 rBV2 135483 194512 4._00% 0.467%
65 14.012 2116 2120 2124 rVV 87273 100870 2.07% 0.242%

66 14.115 2132 2137 2141 rBV 189778 230583 4.74% 0.553%
67 14.256 2155 2160 2169 rBV 161065 285832 5.87% 0.686%
68 14.359 2173 2177 2182 rVV 129055 163983 3.37% 0.393%
69 14.414 2182 2186 2190 rVB 139678 176454 3.62% 0.423%
70 14.518 2198 2203 2208 rBV2 96869 143684 2.95% 0.345%

71 14.676 2217 2229 2233 rBV 263838 413824 8.50% 0.993%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 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\82X102120W.M

Title : SW846 8260

72 14.816 2247 2252 2257 rBV 539868 709551 14.57% 1.702%
73 15.225 2313 2319 2322 rBV 53276 89608 1.84% 0.215%
74 15.450 2353 2356 2361 rVB 43615 62378 1.28% 0.150%

75 15.524 2361 2368 2373 rBV 77971 127878 2.63% 0.307%

76 15.664 2382 2391 2394 rBV 94621 153955 3.16% 0.369%

77 15.700 2394 2397 2404 rVB 52370 78832 1.62% 0.189%
78 15.865 2417 2424 2426 rBV2 34448 61753 1.27% 0.148%
79 15.896 2426 2429 2443 rVB2 45614 86763 1.78% 0.208%

80 16.042 2447 2453 2464 rVB 58895 102654 2.11% 0.246%

Sum of corrected areas: 41684036
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX019033.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 63

: 6.03
178 2.38 2387 315 4.37 %gk‘ A 6.

RS o T e A~ LM~ U A A L L=

Time--> 1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620
Abundance TIC: VX019033.D

11434
3500000

11.00
3000000
2500000
2000000
1500000
1000000 8,70 10.10 11.12

500000 6.83 10.23 114
A@.‘Ql 7.24 7.43.56 7 98}{) /\Aze 35 8.55) 9.20 9 55 10.34 J
e ,

O — e e Y

T T T
Time--> 6.50 7.00 7.50 8 OO 8 50 9.00 9 50 10.00 10.50 11.00
Abundance TIC: VX019033.D

3500000
3000000
2500000 12.29

2000000 12.65
1500000
1000000

500000

oA - - - I o I
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\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.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, 2,3,3-trimethyl- Concentration Rank 6

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

8.16 26.06 ug/1 540959 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. 2.3.4-trimethvl- 128 C9H20 000921-47-1 74
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 72
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 1160 (8.159 min): VX019033.D (-1151) (-) m/z 43.10 100.00%
43 =
57 85
5000
| 9 ., 7.80 8.00 8.20 8.40
O et e e e m/z 71.10 78.98%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 8.20 8.40
27 85 m/z 70.10 68.79%
o2 15 | \‘_ e
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
7.80 8.00 8.20 8.40
5000 m/z 57.05 54 .84%
29 57 71 85

99 113 128

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7645: Hexane, 3,3-dimethyl-

43 7.80 8.00 8.20 8.40

m/z 85.10 52_.79%
71
5000 57 85
29
99
0 ...,....,.1..5.,....,....,H..,..‘l.,....‘,:...,.la.,....‘,....,....,....,....

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.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, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.13 25.94 ug/1 738814 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1811 (12.128 min): VX019033.D (-1806) (-) m/z 105.05 100.00%
105
5000 120
39 51 e [ 91 151 11.80 12.00 12.20 12.40
Obrrprrrrprrrerrdyrr e ettt el ok | M/z 120.05  44.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9418: Benzene, 1,2,3-trimethy!-
105
120
5000
11.80 12.00 12.20 12.40
-7 m/z 77.05 11.85%
39 91
0"I']'-'5'I"2"7I""‘I"'"5I‘:'L‘"'I'F??'I""NI'"'I""'I'Hl'l"""I""'I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
120 11.80 12.00 12.20 12.40
5000 m/z 119.10 10.40%

39 51 g5 7 91

0 15 27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9420: Benzene, 1,2,4-trimethyl-
105 11.80 12.00 12.20 12.40
m/z 91.10 10.03%
120
5000

27 4 St 65 17 ol B
| ! |

ot e e e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.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, l-ethenyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.29 111.19 ug/Il 3166890 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 90
2 Indane 118 C9H10 000496-11-7 60
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 60
4 Deltacvclene 118 C9H10 007785-10-6 60
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 60
Abundance Scan 1838 (12.292 min): VX019033.D (-1831) (-) m/z 117.10 100.00%
147
5000 105
91 134 D & R ', VA
39 51 63 77 207 12.00 12.20 12.40 12.60
0 R e m/z 118.05 54 _.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117
5000 AR RARAA RN AR R
12.00 12.20 12.40 12.60
a m/z 119.10 53.75%
39 58 77 ‘ 103
0...,??.ﬂ.nhﬂmh.N,”w.rh.JH...W....“...,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
12.00 12.20 12,40 12.60
5000 m/z 105.05 50.54%
91
oL 15 27 39 51 63 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl-
117 12.00 12.20 12.40 12.60
m/z 115.05 36.91%
5000 o1
39 51 65 _g 103 /\ ﬁa}\
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.65 74 .30 ug/1 2116270 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 1897 (12.652 min): VX019033.D (-1890) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 77 105 12.40 12.60 12.80 13.00
Ob it ot e 298207 0 gz 134,10 28.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
o 134 12.40 12.60 12.80 13.00
- o 105 m/z 91.05 16.17%
15 27 3\9 5\1 65 ‘H ‘ M‘ H\ L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 9.74%
91 134
;5 27 39 51 65 1 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: o-Cymene
119 12.40 12.60 12.80 13.00
m/z 105.10 9.16%
5000
134
91
1527 45 6577 | 108 |
mz-> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.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 Indan, l1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.74 33.14 ug/1 943790 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 91
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 90
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 87
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 86
Abundance Scan 1911 (12.738 min): VX019033.D (-1907) (-) m/z 117.10 100.00%
117
5000
132
91
39 51 63 77 ‘ 12.40 12.60 12.80 13.00
ol 102 M b 248 27 m/z 115.05  33.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117
5000
132 12.40 12.60 12.80 13.00

m/z 132.10 29.36%

91
27 39 51 65 77 103 “‘ |

o1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
12.40 12.60 12.80 13.00
5000 132 m/z 91.05 14.30%
91
15 27 39 51 63 77 103
B B o o o o B IR NRLALALE e e i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
1 132 12.40 12.60 12.80 13.00
m/z 118.10 10.30%
5000
91
39 51 65 77
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.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, 1,2,3,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.96 64.66 ug/l 1841670 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 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 1947 (12.957 min): VX019033.D (-1940) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 65 77 | 103 148 12.60 12.80 13.00 13.20
Obrr e ettt e | M/Zz 134.100 46.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

5000
12.60 12.80 13.00 13.20

m/z 91.05 16.09%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

119
12.60 12.80 13.00 13.20
5000 134 m/z 120.10 9.98%
91
15 27 ¥ 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-

12.60 12.80 13.00 13.20
m/z 133.10 8.75%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.21 25.28 ug/1 719991 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
5 Indan, l-methyl- 132 C10H12 000767-58-8 87
Abundance Scan 1988 (13.207 min): VX019033.D (-1985) (-) m/z 117.10 100.00%
117
5000 132
91
39 51 64 77 103 12.80 13.00 13.20 13.40 13.60
0 ,.-!'|.-.,....,....,....,210.7.. m/z 132.10 40.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132
12.80 13.00 13.20 13.40 13.60
m/z 115.10 27 .05%
27 30 51 65 77 91 o ‘ ‘
0 ...|.‘...‘l..“l‘.|‘H...“|..‘..|‘.‘..Hlu‘l‘.‘.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 12.80 13.00 13.20 13.40 13.60
5000 m/z 131.10 19.52%
91
39 51 65 77
oL 15 27 105
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methy!-
117 12.80 13.00 13.20 13.40 13.60
m/z 91.10 12.96%
5000 132
39 51 91
27 65 77
0 ...|.‘...‘l‘..“l‘.|“H...“|..‘..]|-Q.3..‘Hlu‘l“.‘.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.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 Benzene, 2-butenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.33 74.96 ug/1 2135120 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 89
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 87
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
4 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83
Abundance Scan 2008 (13.329 min): VX019033.D (-2004) (-) m/z 117.10 100.00%
117
5000
132
s1 65 77 13.00 13.20 13.40 13.60
39 103 : . . :
o Ll 47 ae 207 RS 05 35,240
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132 SRR UL SR LR
13.00 13.20 13.40 13.60
m/z 119.10 30.62%
27 39 51 65 77 O ‘
0.|.‘...‘lu.“l‘.HH...“l..‘..|‘.‘..Hl.‘l‘.‘.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 13.00 13.20 13.40 13.60
5000 o1 m/z 115.05 29.43%
27 3951 65 78 0,
L U S S S L L WL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117 13.00 13.20 13.40 13.60
m/z 91.10 17.58%
5000
91 132
27 39 51 g5 77 ‘ 105
0.|.‘...‘lu.“k‘.|‘k‘...Ml..‘..|‘£‘..Hl..‘.‘.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.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 Naphthalene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.68 14 .53 ug/Il 413824 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 87
Abundance Scan 2230 (14.682 min): VX019033.D (-2217) (-) m/z 142.05 100.00%
142
5000
115
63 a9 131 14.40 14.60 14.80 15.00
Ol 2l 202l ISl 100 174 189 204 1 n757141.05  84.03%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142
5000 A DAL AL AL S
115 14.40 14.60 14.80 15.00

m/z 115.10 30.49%

39 58 71 89 102 | 126 |

L0 o L e e e L B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142
14.40 14.60 14.80 15.00
5000 m/z 143.10 12.05%

115

27 39 51 63 724 89 100 126

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

Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-

141 14.40 14.60 14.80 15.00
m/z 139.10 10.80%
5000 115
63
ol27 ¥ 5t T4 8100 | 12 |
L e o e L0 LA o R e e N EBEmammE
m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019033.D

Aca On : 22 Oct 2020 17:30

Operator : JC/SP

Sample : L4417-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.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 Benzocycloheptatriene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .82 24 .91 ug/1 709551 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 2253 (14.823 min): VX019033.D (-2247) (-) m/z 142.05 100.00%
142
5000
115
51 63 74 89 14.60 14.80 15.00 15.20
Ol rrrra? 02 4 AUl 18172 207 77 141.05  93.65%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142
5000 IR DAL BN BRI SR
115 14.60 14.80 15.00 15.20

m/z 115.10 33.82%

27 39 51 %% 74 89 102 | 126 ||
T P R T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142
14.60 14.80 15.00 15.20
5000 m/z 139.10 11.88%

115

27 39 51 63 724 89 100 | 126

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

Abundance #19231: Benzocycloheptatriene L R EEE L
141 14.60 14.80 15.00 15.20
115 m/z 143.10 11.56%
5000
63 89
\ 4 102 | 128
O el 202 4 128
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX102220\
Data File : VX019033.D

Acq On : 22 Oct 2020 17:30

Operator : JC/SP

Sample - L4417-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W.M
Quant Title : 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, 2,3,3-tr... 8.16 26.1 ug/l 540959 2 6.83 1037860 50.0
Benzene, 1,2,3-tr... 12.13 25.9 ug/I1 738814 4 12.06 1424160 50.0
Benzene, l-etheny... 12.29 111.2 ug/l 3166890 4 12.06 1424160 50.0
Benzene, 4-ethyl-_.. 12.65 74.3 ug/1 2116270 4 12.06 1424160 50.0
Indan, 1-methyl- 12.74 33.1 ug/I1 943790 4 12.06 1424160 50.0
Benzene, 1,2,3,5-... 12.96 64.7 ug/l 1841670 4 12.06 1424160 50.0
1H-Indene, 2,3-di... 13.21 25.3 ug/I1 719991 4 12.06 1424160 50.0
Benzene, 2-butenyl- 13.33 75.0 ug/1 2135120 4 12.06 1424160 50.0
Naphthalene, 1-me... 14.68 14.5 ug/I1 413824 4 12.06 1424160 50.0

4

Benzocycloheptatr... 14.82 24_9 ug/I1 709551 12.06 1424160 50.0
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