LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 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\82X062518W.M

Title - SW846 8260

Signal - TIC: VX003115.D

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.075 76 80 94 rBY 1961235 2328314 100.00% 13.405%
2 1.276 108 113 127 rBvV 162540 395822 17.00% 2.279%
3 5.507 793 807 822 rBV 181703 527256 22.65% 3.036%
4 5.666 822 833 849 rVB 272534 768779 33.02% 4._.426%
5 6.074 889 900 922 rBV 190862 504973 21.69% 2.907%

6.867 1020 1030 1044 rBV 390775 909737 39.07% 5.238%
8.720 1327 1334 1349 rVB 929972 1457331 62.59% 8.390%
1551 1563 1570 rBV 837781 1105583 47.48% 6.365%

QOO ~NO®
=
o
=
=
()]

10.360 1595 1603 1610 rVB2 22187 43371 1.86% 0.250%
1 11.018 1706 1711 1716 rBV 63952 89441 3.84% 0.515%
11 11.140 1725 1731 1737 rBV 880330 1093433 46.96% 6.295%
12 11.280 1751 1754 1762 rVB3 17391 29370 1.26% 0.169%
13 11.360 1762 1767 1772 rBV 61873 87616 3.76% 0.504%
14 11.671 1814 1818 1821 rBV 25534 36305 1.56% 0.209%
15 11.774 1826 1835 1838 rVV 29318 49731 2.14% 0.286%
16 11.811 1838 1841 1847 rVB 22469 33779 1.45% 0.194%
17 11.921 1853 1859 1861 rBV 46238 66504 2.86% 0.383%

18 11.945 1861 1863 1871 rVV 81691 119288 5.12% 0.687%
19 12.079 1880 1885 1891 rBV 1014707 1281788 55.05% 7.380%

20 12.238 1907 1911 1915 rVB 67440 82965 3.56% 0.478%
21 12.305 1917 1922 1926 rBV 104352 123333 5.30% 0.710%
22 12.372 1930 1933 1941 rVB4 36882 82865 3.56% 0.477%
23 12.463 1941 1948 1953 rBV 164549 217637 9.35% 1.253%
24 12.524 1954 1958 1964 rVB 57475 77325 3.32% 0.445%
25 12.670 1975 1982 1985 rBV 98541 124762 5.36% 0.718%
26 12.707 1985 1988 1993 rVvv4 28470 56560 2.43% 0.326%
27 12.762 1993 1997 2004 rvv4 188735 352415 15.14% 2.029%
28 12.817 2004 2006 2009 rvv 29629 31759 1.36% 0.183%

29 12.896 2013 2019 2024 rVB2 104892 178504 7.67% 1.028%
30 12.981 2025 2033 2037 rBV 325166 483132 20.75% 2.782%

31 13.024 2037 2040 2046 rVB2 101575 142992 6.14% 0.823%
32 13.091 2046 2051 2056 rVB2 80853 128193 5.51% 0.738%
33 13.152 2056 2061 2065 rBV 47087 65868 2.83% 0.379%
34 13.201 2065 2069 2072 rBV 149804 186364 8.00% 1.073%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 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\82X062518W_M
Title : SW846 8260
35 13.256 2075 2078 2083 rVV 41001 51468 2.21% 0.296%

36 13.311 2083 2087 2090 rVv2 80328 110223 4.73% 0.635%
37 13.353 2090 2094 2098 rVvv2 150911 229139 9.84% 1.319%

38 13.402 2098 2102 2105 rvv4 29465 58135 2.50% 0.335%
39 13.481 2109 2115 2121 rVB4 39224 85437 3.67% 0.492%
40 13.560 2126 2128 2131 rBV3 16894 23541 1.01% 0.136%
41 13.603 2131 2135 2138 rBV2 46879 52409 2.25% 0.302%

42 13.640 2138 2141 2145 rBV3 112894 165690 7.12% 0.954%
43 13.701 2145 2151 2154 rBV2 109476 153007 6.57% 0.881%
44 13.810 2165 2169 2173 rBVY 80119 101796 4._.37% 0.586%
45 13.859 2173 2177 2181 rVB3 41454 64483 2.77% 0.371%

46 13.914 2181 2186 2190 rBV 180138 232496 9.99% 1.339%
47 13.987 2191 2198 2202 rBVY 215273 298802 12.83% 1.720%

48 14.036 2202 2206 2210 rBV2 51641 76682 3.29% 0.441%
49 14.134 2218 2222 2225 rBV3 66389 96584 4_.15% 0.556%
50 14.164 2225 2227 2231 rVB3 61366 68246 2.93% 0.393%

51 14.274 2241 2245 2256 rVB2 94336 205975 8.85% 1.186%
52 14.377 2257 2262 2267 rVB 106012 151672 6.51% 0.873%
53 14.432 2267 2271 2276 rBV2 86841 126491 5.43% 0.728%
54 14.481 2276 2279 2285 rVB 36884 51176 2.20% 0.295%
55 14.548 2285 2290 2294 rBV2 112630 171028 7.35% 0.985%

56 14.640 2302 2305 2308 rBV2 18990 26604 1.14% 0.153%
57 14.676 2308 2311 2313 rVV3 63297 80089 3.44% 0.461%
58 14.737 2317 2321 2324 rVV2 86146 120687 5.18% 0.695%
59 14.786 2325 2329 2334 rVV 45068 72047 3.09% 0.415%
60 14.853 2335 2340 2344 rVV 77677 146202 6.28% 0.842%
61 14.908 2347 2349 2353 rVB2 46206 52680 2.26% 0.303%
62 14.950 2353 2356 2359 rBV2 28081 52274 2.25% 0.301%
63 14.981 2359 2361 2366 rVB4 32735 43098 1.85% 0.248%
64 15.042 2367 2371 2375 rVB7 17948 32862 1.41% 0.189%
65 15.121 2381 2384 2388 rVB5 23763 31085 1.34% 0.179%
66 15.249 2399 2405 2413 rBV2 78540 165157 7.09% 0.951%
67 15.396 2425 2429 2434 rBV2 46479 81704 3.51% 0.470%
68 15.481 2440 2443 2447 rVB2 29392 38194 1.64% 0.220%
69 15.554 2451 2455 2459 rBV3 26065 38091 1.64% 0.219%
70 15.597 2460 2462 2470 rVB4 22906 45908 1.97% 0.264%

71 15.688 2471 2477 2482 rBV3 56490 110491 4._.75% 0.636%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial =: 50 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M

Title : SW846 8260

72 15.810 2493 2497 2503 rBV2 29298 60747 2.61% 0.350%
73 15.895 2507 2511 2513 rVV3 42401 76462 3.28% 0.440%
74 15.926 2513 2516 2525 rVB2 54031 98177 4.22% 0.565%
75 16.072 2536 2540 2553 rVB 35101 77735 3.34% 0.448%
76 16.261 2568 2571 2580 rVB7 14996 31469 1.35% 0.181%
77 16.420 2594 2597 2604 rVB2 14869 25628 1.10% 0.148%
78 16.566 2618 2621 2628 rVB7 12252 24054 1.03% 0.138%

Sum of corrected areas: 17369020
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

5.0mL/MSVOA X/WATER
50

= Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063018\
: VX003116.D

= 01 Jul 2018 09:05

: JC/MD

= J3799-07

Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .M

Quant Title :

TIC Library :

SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: VX003115.D

1|07

04
Time--> 1.00

T T
3.50 4.00

Abundance

1500000

1000000

500000

TIC: VX003115.D

8.72
10.12 11.14

10.36

0
Time-->

T T
8.50 9.00

11,02 | 1114536

I
10.50 11.00

Abundance

1500000

1000000

500000

TIC: VX003115.D

12.08

12.98

99
12.76 35 0138
g e e M s it 204

S8180985. 0716 266.495.57

1180 4152851

Time-->

== T —T T T —T — T — T T T
15.00 16.00 16.50

I T T —T —T —— T
12.00 12.50 13.00 13.50 14.00 14.50 15.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 Sulfur dioxide Concentration Rank 2

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

1.28 25.74 ug/1 395822 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene. 1.1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5CI 000075-00-3 3

Abundance Scan 114 (1.282 min): VX003116.D (-108) (-) m/z 63.90 100.00%
64
48 p\m\msw-h~
5000
. 100 120 140 160
-ttt m/z 47.85 52.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 UR S S L R
1.00 1.20 1.40 1.60
m/z 65.90 5.16%
16 32
| \ |
miz--> 20 40 60 8 100 120 140 160
Abundance
64
100 120 140 160
5000 48 m/z 50.00 2.21%
17
32 76 96
miz--> 20 40 60 8 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- B B
64 1.00 1.20 1.40 1.60
m/z 64.90 0.95%
5000 48
28
16
¥ . 39 , 77 93 106115 130 143 169 . na
miz--> 20 40 60 8 100 120 140 160 100 120 140 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.46 8.49 ug/Il 217637 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 93
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 74
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 62
Abundance Scan 1947 (12.457 min): VX003116.D (-1941) (-) m/z 105.00 100.00%
105
119
5000 134
91
77
39 51 65 || 150 12.20 12.40 12.60 12.80
b A0 207 1 "m/z 119.00  80.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105 |19
5000 01 134
12.20 12.40 12.60 12.80
77 m/z 134.10 46.94%
27 39 51 65
--1?.-‘---‘.‘--“--.----“‘.--‘--.“-‘--‘-‘.---‘-.----.----.----.----
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
105 119
12.20 12.40 12.60 12.80
5000 91 134 m/z 90.95 34.58%
39 51 4
65
15 27
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14843: Benzene, 1,3-diethyl-
105 119 12.20 12.40 12.60 12.80
m/z 117.00 21.19%
5000 134
2739 5 77 9
...,.‘.‘..,‘..“..,‘.‘...“‘,..“.. ‘H--M---‘-|----|----|----|----
m/z--> 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 Benzene, l-methyl-2-(2-prop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.76 13.75 ug/Il 352415 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 83
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 83
3 Indan. l-methvl- 132 C10H12 000767-58-8 81
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 80
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 80

Abundance Scan 1997 (12.762 min): VX003116.D (-1993) (-) m/z 117.00 100.00%

7

5000

12.40 12.60 12.80 13.00
m/z 115.00 35.76%

148 158

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117

5000
12.40 12.60 12.80 13.00

m/z 132.00 29 .34%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

117

12.40 12.60 12.80 13.00
5000 132 m/z 119.00 24 .39Y%

91

15 27 39 51 63 7 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14031: Indan, 1-methyl-

117 12.40 12.60 12.80 13.00

m/z 91.00 17.76%

5000

91

27 39 51 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.98 18.85 ug/Il 483132 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 2033 (12.981 min): VX003116.D (-2025) (-) m/z 119.00 100.00%
119
5000 134
39 657791 12.60 12.80 13.00 13.20
51 105 . : :
et g e L 199 165 207 | Tz77134.10  45.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20
a0 91 m/z 91.00 16.42%
77
A vl ol A N T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.60 12.80 13.00 13.20
5000 134 m/z 120.00 9.61%
15 27 39 51 65 77 o 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.10 9.56%
134
5000
s T
Ly il Ly w1y |
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 15';0 2(')0 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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, (2-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.20 7.27 ug/l 186364 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 50
2 Benzene. (l1l.l1-dimethvl-2-propenvl)- 146 C11H14 018321-36-3 46
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 46
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 46
5 1,3-Cyclopentadiene, 5-(trans-2-... 146 Cl11H14 079209-36-2 43

Abundance Scan 2069 (13.201 min): VX003116.D (-2065) (-) m/z 119.00 100.00%
119
131
5000 91
148
105
39 51 65 77 | || | 169 12.80 13.00 13.20 13.40 13.60
bl e L 189 ey 131 00 80. 17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
146
5000 91
12.80 13.00 13.20 13.40 13.60
115 m/z 91.00 43.05%
R
mz-> 20 40 60 8 100 120 140 160
Abundance
131
12:80 13.00 13.20 13.40 13.60
5000 o1 m/z 148.00 33.35%
146
mz-> 20 40 60 8 100 120 140 160
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131 12.80 13.00 13.20 13.40 13.60
m/z 115.00 24 .60%
5000
146
91 118
15 27 P St e o 10
| | L oy Al L . Al N i
m/z--> 20 40 60 80 100 120 140 160 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\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.35 8.94 ug/l 229139 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. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 86
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 70
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 62
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 62

Abundance Scan 2093 (13.347 min): VX003116.D (-2090) (-) m/z 119.00 100.00%

119

5000

91
39 51 65 77 13.00 13.20 13.40 13.60

m/z 117.00 91.59%

152 166

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 13.00 13.20 13.40 13.60

m/z 134.00 39.89%

39 91 65 77 ‘
27 105
..1.5,.‘...‘,..“l‘.‘,“”..“.“‘,..‘a.,“a‘...‘, e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.00 13.20 13.40 13.60
5000 132 m/z 132.00 31.32%
91
15 27 39 51 65 77 " 103
T o o o B o T B e o i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117 13.00 13.20 13.40 13.60
m/z 115.00 30.79%
5000 132
27 39 51 65 47 91
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\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 6
R.T. EstConc Area Relative to ISTD R.T.
13.91 9.07 ug/l 232496 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 94
2 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 68
3 BH-Benzocvcloheptene.6.7.8.9-tet. .. 146 Cl11H14 001075-16-7 59
4 Naphthll.2-bloxirene. l1a.2.3.7b-... 146 C10H100 002461-34-9 58
5 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 45
Abundance Scan 2185 (13.908 min): VX003116.D (-2181) (-) m/z 104.00 100.00%
104
5000 146
131 Y 1 = SN | S
39 g3 7 162 13.60 13.80 14.00 14.20
SRR THRF PRI o . 17 282 | "m/z 146.05 44.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21666: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104
5000 146
13.60 13.80 14.00 14.20
39 131 m/z 91.00 37.40%
15 63 77 ‘
i T Y A ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
104
146 1360 13.80 14.00 14.20
5000 m/z 131.00 25.86%
39 58 78 131
mﬁﬁmrﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21657: 5H-Benzocycloheptene,6,7,8,9-tetrahydro-
146 13.60 13.80 14.00 14.20
104 m/z 115.00 21.92%
5000
77
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\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.99 11.66 ug/Il 298802 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 93
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 90
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 89
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 81
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 81
Abundance Scan 2198 (13.987 min): VX003116.D (-2191) (-) m/z 131.00 100.00%
131
5000
146
91 115
39 6377 13.60 13.80 14.00 14.20 14.40
160 176191 207 269 m/z 146.00  33.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131
5000
146 13.60 13.80 14.00 14.20 14.40
91 m/z 91.00 24 _.89%
15,:7,9\?377,,“\“,“\, S
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 14.40
5000 m/z 114.95 22 .50%
o1 146
39 115
- 63 77
WWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro- L e R
131 13.60 13.80 14.00 14.20 14.40
m/z 117.05 20.64%
146
5000
9% 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063018\
Data File : VX003116.D

Aca On : 01 Jul 2018 09:05

Operator : JC/MD

Sample : J3799-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 10 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.27 8.03 ug/Il 205975 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 86
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 64
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 64
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 64
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 64

Abundance Scan 2244 (14.268 min): VX003116.D (-2241) (-) m/z 131.00 100.00%

131
5000

14.00 14.20 14.40 14.60
m/z 133.00 47.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131

5000
146 14.00 14.20 14.40 14.60

o1 155 m/z 146.05 25.96%

39 6377

2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
131
14.00 14.20 14.40 14.60
5000 m/z 115.00 17.95%
146
91
39 115
25 63 77
mﬁmﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- e R L
131 14.00 14.20 14.40 14.60
m/z 129.00 16.55%
5000
146
39 91 115
T o Y AV W
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX063018\
Data File : VX003116.D

Acq On : 01 Jul 2018 09:05

Operator : JC/MD

Sample - J3799-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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]
Sulfur dioxide 1.28 25.7 ug/I1 395822 1 5.67 768779 50.0
Benzene, 1,2-diet... 12.46 8.5 ug/Il 217637 4 12.08 1281790 50.0
Benzene, l-methyl... 12.76 13.8 ug/I1 352415 4 12.08 1281790 50.0
Benzene, 1,2,4,5-_... 12.98 18.9 ug/I1 483132 4 12.08 1281790 50.0
Benzene, (2-methy... 13.20 7.3 ug/l 186364 4 12.08 1281790 50.0
Benzene, 2-etheny... 13.35 8.9 ug/Il 229139 4 12.08 1281790 50.0
Naphthalene, 1,2,... 13.91 9.1 ug/Il 232496 4 12.08 1281790 50.0
Naphthalene, 1,2,... 13.99 11.7 ug/I1 298802 4 12.08 1281790 50.0
1H-Indene, 2,3-di... 14.27 8.0 ug/Il 205975 4 12.08 1281790 50.0
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