LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX091418\

Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 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\82X091118W.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 1.331 21 29 39 rBv2 219370 819238 3.45% 0.595%
2 1.788 99 104 120 rVB 227831 347187 1.46% 0.252%
3 4.397 522 532 544 rVB2 135803 401815 1.69% 0.292%
4 5.501 697 713 721 rBV 177936 547630 2.30% 0.398%
5 5.665 732 740 770 rVB2 260590 962900 4 .05% 0.699%
6 6.068 796 806 815 rBV2 187517 489032 2.06% 0.355%
7 6.342 826 851 863 rBV2 112980 515114 2.17% 0.374%
8 6.860 927 936 944 rBV 355316 850129 3.58% 0.617%
9 7.458 1021 1034 1047 rBv4 88054 242889 1.02% 0.176%
10 8.720 1235 1241 1246 rVB 849099 1341084 5.64% 0.974%

11 8.787 1246 1252 1259 rBV 1865563 2807105 11.81% 2.039%
12 10.116 1464 1470 1476 rBV 729655 977078 4._.11% 0.710%
13 10.256 1487 1493 1503 rBV 9504574 12275458 51.66% 8.916%
14 10.366 1504 1511 1527 rVB 17888171 23763776 100.00% 17.260%
15 10.701 1560 1566 1580 rVB 9760129 12017027 50.57% 8.728%

16 11.018 1613 1618 1632 rBV 920857 1167694 4.91% 0.848%
17 11.140 1632 1638 1643 rBV 764036 965293 4._.06% 0.701%
18 11.359 1666 1674 1681 rBV 1152084 1357363 5.71% 0.986%
19 11.439 1681 1687 1688 rVvV 2400928 3220429 13.55% 2.339%
20 11.457 1688 1690 1694 rVV 2976956 3155686 13.28% 2.292%

21 11.506 1694 1698 1707 rVB 4383921 5313166 22.36% 3.859%
22 11.670 1719 1725 1733 rBV 2256237 2791094 11.75% 2.027%
23 11.811 1743 1748 1753 rVB 13704001 15880377 66.83% 11.534%
24 12.024 1777 1783 1787 rBV 342074 431649 1.82% 0.314%
25 12.079 1787 1792 1797 rVB2 995788 1348582 5.67% 0.979%

26 12.146 1797 1803 1808 rBV 3982962 4817271 20.27% 3.499%
27 12.298 1823 1828 1831 rBV 2683889 3476006 14.63% 2.525%
28 12.371 1836 1840 1847 rVB2 1458853 2115326 8.90% 1.536%
29 12.463 1847 1855 1860 rBV3 257263 403194 1.70% 0.293%
30 12.518 1860 1864 1870 rVB 551447 667171 2.81% 0.485%

31 12.585 1870 1875 1877 rBV 865522 1064923 4.48% 0.773%
32 12.609 1877 1879 1884 rVVv 839958 1000266 4.21% 0.727%
33 12.670 1884 1889 1892 rVV 1342557 1539687 6.48% 1.118%
34 12.756 1898 1903 1911 rBV3 731838 1340973 5.64% 0.974%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX091418\

Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 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\82X091118W.M
SW846 8260

35 12.902 1923 1927 1932 rVB2 538795 702706 2.96% 0.510%

36 12.981 1932 1940 1943 rBV 985645 1329448 5.59% 0.966%
37 13.018 1943 1946 1953 rVB 1617337 1978312 8.32% 1.437%
38 13.085 1953 1957 1962 rBV3 139305 316853 1.33% 0.230%
39 13.225 1977 1980 1984 rVB 507916 579752 2.44% 0.421%
40 13.310 1990 1994 1996 rBV2 179460 268862 1.13% 0.195%

41 13.347 1996 2000 2005 rVB2 2535059 3403912 14.32% 2.472%
42 13.481 2017 2022 2030 rVB 1278511 1617023 6.80% 1.174%
43 13.639 2044 2048 2054 rBV3 310528 549411 2.31% 0.399%
44 13.725 2059 2062 2067 rVB2 287759 447930 1.88% 0.325%
45 13.835 2072 2080 2087 rVB 4521363 5703861 24.00% 4.143%

46 13.914 2087 2093 2098 rVB2 264050 394900 1.66% 0.287%
47 13.987 2098 2105 2109 rBV2 337663 491006 2.07% 0.357%
48 14.286 2147 2154 2162 rVB2 481404 867961 3.65% 0.630%
49 14.542 2191 2196 2205 rBV2 470525 692576 2.91% 0.503%
50 14.694 2214 2221 2226 rBV 2557495 3465684 14.58% 2.517%

51 14.841 2238 2245 2250 rBV 1971198 2471646 10.40% 1.795%
52 15.548 2356 2361 2367 rBV 324818 504652 2.12% 0.367%
53 15.688 2377 2384 2387 rBV 433135 669976 2.82% 0.487%
54 15.724 2387 2390 2398 rVB 346388 530210 2.23% 0.385%
55 15.920 2413 2422 2432 rVB 104493 281758 1.19% 0.205%

Sum of corrected areas: 137682051
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX091418\

Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VX004538.D
1.5e+07
1e+07
5000000
1.33 1.79 4.40 5.505.67 607 6.2
Omlllllllll||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||| (R
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 5.80 600 6.20
Abundance TIC: VX004538.D
10.37
1.5e+07
1le+07 10.26 10.70
5000000 11.51
8.79
8.7| 10.12
L e i )|
T I T T T T I T T T T T T I T T T T I T T T T T T T T I T T T T I T T T I T T T T I T
Time--> 6.50 7.00 7 50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX004538.D
1.5e+07
11.81
1e+07
5000000 12.15 13.83
13.35
14'6%4 84
] 13.48
. 829005 (3421 A 131317 3].9,:\199 1‘}-\29 14.54 k 15 5&669215 92
T L I - T T T T T T T T I T T T T T T T T T T T T T T T T T I T T T
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\VX091418\

Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
Quant Title : 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 Benzene, l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.44 119.40 ug/Il 3220430 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
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 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1687 (11.439 min): VX004538.D (-1681) (-) m/z 105.05 100.00%
105
5000
120
79l 11.20 11.40 11.60 11.80
39 51 cg 65
Olrerrrrprrrerredprer o e e S L 3L 127 138 T777120.10 0 31.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 11.20 11.40 11.60 11.80
o1 m/z 91.05 11.59%
0"I"}ﬁ"?ZI'”?3"”?%'??Pfé'I”':I"”II"W'H"I”"T"”I"'W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.06%
120
27 39 51 77 91
0"|'“'|"'w"'JF“"i“'?ﬁvﬁ?'|“'Mngﬂ'lh'?ﬁ'”l'%%%'r"“l"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 11.20 11.40 11.60 11.80
m/z 106.05 8.81%
120
5000
39 7 91
0"w%?'v'?Tl'“'“"“?%”?ﬁ'ﬁﬁw"Jm"'wt'?ﬁ'“lw'““w“"w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX091418\

Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
Quant Title : 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, l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.67 103.48 ug/Il 2791090 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
2 Mesitvlene 120 C9H12 000108-67-8 90
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 1725 (11.670 min): VX004538.D (-1719) (-) m/z 105.05 100.00%
105
5000
120
79 11.40 11.60 11.80 12.00
39 51 5g 65
Olreprrrrprrrerredprr o e e b S8 UL MR L 138 T777120.10  32.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00

m/z 91.00 11.39%
15 27 39 51565 o9 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene

105

120 11.40 11.60 11.80 12.00
5000 m/z 76.95 11.12%

39 51 o, 9l
15 27 L L 58 65 [, 84 | 98 |

o et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-

105 11.40 11.60 11.80 12.00
m/z 106.05 8.94%
120
5000
39 51 7 91

O 25, oo 2 e B il

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX091418\

Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
Quant Title : 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, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.15 178.61 ug/Il 4817270 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1804 (12.152 min): VX004538.D (d31797) ) m/z 105.05 100.00%
105
5000 120
77 91 11.80 12.00 12.20 12.40
39 51 5g 65
Ol prrrr et e el 84 98 Ul 1311 129138 Tr757120.05  44.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 A'I""I""I""I""I'

11.80 12.00 12.20 12.40
m/z 76.95 10.89%

77 91
15 27 3 Slsges 98

O R RS AR a L L R B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120 11.80 12.00 12.20 12.40
5000 m/z 119.05 10.40%
27 41 Sleges |91
0”,“”,”M,””ﬂ””ﬂnuqmm,”M,””ﬂhnlhhlnwﬂ”“,””,””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-

11.80 12.00 12.20 12.40
m/z 91.05 8.91%

5000

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

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX091418\
Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
Quant Title : 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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 128.88 ug/Il 3476010 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 68
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 58
5 Deltacyclene 118 C9H10 007785-10-6 58

Abundance Scan 1828 (12.298 min): VX004538.D (-1823) (-) m/z 117.10 100.00%

117

5000

12.00 12.20 12.40 12.60

01 m/z 118.05 55.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8949: Indane
117
5000 ,\ LIS L L L L L LB L L LB L
12.00 12.20 12.40 12.60
39 op 0 m/z 115.10 33.05%
13 A | 59 | g 77 | 103
Otrrrrerr ettt e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8966: Benzene, cyclopropyl-
1

12.00 12.20 12.40 12.60
m/z 91.10 16.69%

5000

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8961: Benzene, 2-propenyl-
1

12.00 12.20 12.40 12.60
m/z 119.05 14.45%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX091418\

Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
Quant Title : 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 o0-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.67 57.09 ug/1 1539690 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
Abundance Scan 1889 (12.670 min): VX004538.D (-1884) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 77 9 105 007 12.40 12.60 12.80 13.00
) Sl Y PEMEG Y T 1 S S — - A m/z 134.10 29.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: o-Cymene
119
5000

134 12.40 12.60 12.80 13.00
91 m/z 91.10 14 .88%

41 77
15 27 4151 65 7 | 103

oSS ¥ R i 1 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 9.65%
134
27 39 51 g5 77 9 105
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 12.40 12.60 12.80 13.00
m/z 105.05 8.56%
5000
134
91
Lz as e s |
A B e T B B N B
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\HPCHEMI\MSVOA X\DATA\VX091418\

Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
Quant Title : 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 8
R.T. EstConc Area Relative to ISTD R.T.
13.02 73.35 ug/1 1978310 1,4-Dichlorobenzene-d4 12.08
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 1946 (13.018 min): VX004538.D (-1943) (-) m/z 119.10 100.00%
119
5000 134
39 51 65 77 oL 12.80 13.00 13.20 13.40
103 : : :
by il 148 168 m/z 134.10 45_45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000
12.80 13.00 13.20 13.40
m/z 91.05 14.74%
27 ﬁ? 51 65 77 9 s
C.........‘I:'.':I..."....'.'......'.........
miz--> 20 40 60 80 100 120 140 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
12.80 13.00 13.20 13.40
5000 134 m/z 120.10 9.91%
39 77 o
I A ol I?? PR T
m/z--> 20 40 60 80 100 120 140 160
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.80 13.00 13.20 13.40
m/z 133.10 9.33%
5000 134
15 2\7 % 5\1 6\5 7\7 9‘1 105 L] \
0::‘:||||‘|||‘|‘::::”::::‘i‘::i|||‘|||||||||
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX091418\

Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
Quant Title : 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 p-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.35 126.20 ug/Il 3403910 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 60
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 60
3 o-Cvmene 134 C10H14 000527-84-4 60
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 60
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 53
Abundance Scan 2001 (13.353 min): VX004538.D (-1996) (-) m/z 117.10 100.00%
117
5000 13
. 91
39 51 65 103 | 13.00 13.20 13.40 13.60
0 mLu,?ﬁq.%e?... m/z 119.10 67.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14808: p-Cymene
119
5000
91 13.00 13.20 13.40 13.60
27 134 m/z 132.05 36.74%
s 27 st OP L L8 )]
miz--> 20 40 60 80 100 120 140 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
13.00 13.20 13.40 13.60
5000 m/z 115.00 30.13%
134
91
s 27 st & 7 | w03 | |
mz-> 20 40 60 80 100 120 140 160
Abundance #14811: o-Cymene
119 13.00 13.20 13.40 13.60
m/z 134.10 25.75%
5000
134
91
o 27 thsL 6 77 103 ) ‘ A
mz-> 20 40 60 80 100 120 140 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX091418\
Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
Quant Title : 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 9
R.T. EstConc Area Relative to ISTD R.T.
13.48 59.95 ug/1 1617020 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 95
2 Indan. epoxide 132 C9H80 000768-22-9 53
3 Acetic acid. trichloro-. 2-phenv... 266 C10H9CI1302 071965-07-6 35
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 35
5 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 35
Abundance Scan 2022 (13.481 min): VX004538.D (-2017) (-) m/z 104.05 100.00%
104
5000 132
51 78 13.20 13.40 13.60 13.80
o} 147162 m/z 132.10 50.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14082: dl)\laphthalene, 1,2,3,4-tetrahydro-
104
5000
132 13.20 13.40 13.60 13.80
78 m/z 91.00 42 .58%
28 51
I A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14522: Indan, epoxide
104
13.20 13.40 13.60 13.80
5000 m/z 115.05 21.29%
51 78 132
0..W?Z.“L.“.”,”.w....”.“.”..” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115007: Acetic acid, trichloro-, 2-phenylethyl ester

13.20 13.40 13.60 13.80
m/z 117.05 15.49%

5000

119 139 167 195 217
m/z--> 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\HPCHEMI\MSVOA X\DATA\VX091418\

Data File : VX004538.D

Aca On - 14 Sep 2018 14:27

Operator : JC/MD

sample - J4892-08 -
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
Quant Title : 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 3
R.T. EstConc Area Relative to ISTD R.T.
14.69 128.49 ug/Il 3465680 1,4-Dichlorobenzene-d4 12.08
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 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 50
Abundance Scan 2220 (14.688 min): VX004538.D (-2214) (-) m/z 142.10 100.00%
142
5000
115
39 57 71 g9 14.40 14.60 14.80 15.00
O el b 28 M, 100176 193207 281 Tz77141.10  88.50%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142
5000 L AL L SR B
115 14.40 14.60 14.80 15.00
m/z 115.00 33.67%
ob 38 51 71 89 128 |
miz-> 20 40 60 80 160 150 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
14.40 14.60 14.80 15.00
5000 m/z 143.05 12.02%
115
I P o - X
mz-> 20 45 60 85 100 150 140 160 180 200 220 240 260 280
Abundance #19231: Benzocycloheptatriene
141 14.40 14.60 14.80 15.00
115 m/z 139.00 10.95%
5000
63 89
0,.”.P.HHLWMN”.“.M,”.qkn...“ S SSMSRIBMMED A N G
miz-> 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\VX091418\

Data File : VX004538.D

Acq On : 14 Sep 2018 14:27

Operator : JC/MD

Sample - J4892-08 :
Misc - 5.0mL/MSVOA_X/WATER ER S O el T
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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]
Benzene, l-ethyl-... 11.44 119.4 ug/1 3220430 4 12.08 1348580 50.0
Benzene, l-ethyl-._... 11.67 103.5 ug/l 2791090 4 12.08 1348580 50.0
Benzene, 1,2,3-tr... 12.15 178.6 ug/l 4817270 4 12.08 1348580 50.0
Indane 12.30 128.9 ug/l 3476010 4 12.08 1348580 50.0
o-Cymene 12.67 57.1 ug/1 1539690 4 12.08 1348580 50.0
Benzene, 1,2,3,5-... 13.02 73.3 ug/1 1978310 4 12.08 1348580 50.0
p-Cymene 13.35 126.2 ug/l 3403910 4 12.08 1348580 50.0
Naphthalene, 1,2,... 13.48 60.0 ug/1 1617020 4 12.08 1348580 50.0
Naphthalene, 1-me... 14.69 128.5 ug/l 3465680 4 12.08 1348580 50.0
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