LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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\82X121319W.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 1.070 26 30 39 rBvYy 1085029 1329091 4.87% 0.525%
2 2.107 193 200 213 rBY 3799134 5576379 20.45% 2.203%
3 5.490 744 755 763 rBV 288915 834828 3.06% 0.330%
4 5.655 774 782 797 rVB 542818 1512816 5.55% 0.598%
5 6.051 837 847 854 rBV 331441 870063 3.19% 0.344%
6 6.136 854 861 872 rVB 484954 1271995 4 .66% 0.503%
7 6.417 900 907 920 rVB2 89905 273349 1.00% 0.108%
8 6.850 969 978 991 rBV 833125 1915198 7.02% 0.757%
9 7.459 1068 1078 1087 rVB 311247 720893 2.64% 0.285%
10 8.709 1278 1283 1289 rVB 1707921 2572265 9.43% 1.016%

11 8.782 1289 1295 1301 rBV 10850104 16523699 60.59% 6.529%
12 10.105 1507 1512 1519 rBV 1643817 2240061 8.21% 0.885%
13 10.245 1529 1535 1541 rBV 6466178 8591008 31.50% 3.394%
14 10.355 1544 1553 1559 rVV 20657353 27271523 100.00% 10.775%
15 10.696 1603 1609 1619 rVB 12736878 16225230 59.50% 6.411%

16 11.013 1655 1661 1666 rBV 1365218 1684284 6.18% 0.665%
17 11.129 1675 1680 1687 rBV 1385795 1889504 6.93% 0.747%
18 11.355 1712 1717 1724 rBV 2608996 3082864 11.30% 1.218%
19 11.428 1724 1729 1737 rVV 9326735 15441226 56.62% 6.101%
20 11.501 1737 1741 1751 rVB 3768366 4841227 17.75% 1.913%

21 11.666 1762 1768 1775 rVB 5149465 6611281 24.24% 2.612%
22 11.806 1785 1791 1796 rVB 14902676 18824759 69.03% 7.438%
23 11.940 1810 1813 1818 rVB 679949 798064 2.93% 0.315%
24 12.019 1818 1826 1830 rBV 1042641 1312645 4.81% 0.519%
25 12.074 1830 1835 1840 rVB2 1816848 2688596 9.86% 1.062%

26 12.135 1840 1845 1856 rBV 6259486 8040147 29.48% 3.177%
27 12.294 1864 1871 1879 rBV2 6537336 10164688 37.27% 4.016%
28 12.367 1879 1883 1890 rVB3 2607460 4026249 14.76% 1.591%
29 12.458 1892 1898 1903 rBV2 418808 839473 3.08% 0.332%
30 12.513 1903 1907 1913 rVB 1388998 1597510 5.86% 0.631%

31 12.580 1913 1918 1920 rBV 1766978 2172706 7.97% 0.858%
32 12.605 1920 1922 1927 rVB 1634439 1693218 6.21% 0.669%
33 12.666 1927 1932 1935 rBV 2108099 2624382 9.62% 1.037%
34 12.696 1935 1937 1941 rVB 911984 934227 3.43% 0.369%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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\82X121319W.M
SW846 8260

35 12.751 1941 1946 1954 rBV2 2528041 3989818 14.63% 1.576%

36 12.897 1964 1970 1974 rVB2 984928 1290877 4.73% 0.510%
37 12.970 1974 1982 1985 rBV 1328821 1724465 6.32% 0.681%
38 13.013 1985 1989 1995 rVB 2219495 2695583 9.88% 1.065%
39 13.074 1995 1999 2000 rBV 310161 327715 1.20% 0.129%
40 13.220 2015 2023 2027 rBV 3117457 4110840 15.07% 1.624%

41 13.263 2027 2030 2033 rVB2 335339 390882 1.43% 0.154%
42 13.312 2033 2038 2039 rBV3 535824 794849 2.91% 0.314%
43 13.342 2039 2043 2048 rVB2 6716354 8889083 32.59% 3.512%
44 13.422 2053 2056 2060 rvv2 220479 296867 1.09% 0.117%
45 13.476 2060 2065 2073 rVB 6169662 7732087 28.35% 3.055%

46 13.556 2073 2078 2081 rBV2 467076 649441 2.38% 0.257%
47 13.592 2081 2084 2087 rVvV 821469 1092254 4._.01% 0.432%
48 13.635 2087 2091 2096 rVV3 1033247 1798738 6.60% 0.711%
49 13.690 2097 2100 2101 rVV2 487943 578585 2.12% 0.229%
50 13.714 2101 2104 2110 rVB2 1110234 1588978 5.83% 0.628%

51 13.830 2118 2123 2129 rVB 2344129 3096798 11.36% 1.224%
52 13.903 2129 2135 2140 rVB 1646712 2187620 8.02% 0.864%
53 13.976 2140 2147 2152 rBV2 1767036 2445269 8.97% 0.966%
54 14.025 2152 2155 2158 rVB 480206 538007 1.97% 0.213%
55 14.086 2162 2165 2168 rVB2 332556 349613 1.28% 0.138%

56 14.129 2168 2172 2176 rBV 1179836 1419865 5.21% 0.561%
57 14.281 2189 2197 2204 rBV 4476123 6620971 24.28% 2.616%
58 14.373 2208 2212 2216 rBV 385880 451871 1.66% 0.179%
59 14.421 2216 2220 2225 rVB 1029947 1299995 4.77% 0.514%
60 14.531 2233 2238 2244 rBV2 2887164 3770531 13.83% 1.490%

61 14.690 2256 2264 2267 rBV2 2929580 4920831 18.04% 1.944%
62 14.726 2267 2270 2274 rVB 650656 835231 3.06% 0.330%
63 14.781 2274 2279 2281 rBV2 217573 302393 1.11% 0.119%
64 14.805 2281 2283 2284 rVV 358359 325729 1.19% 0.129%
65 14.830 2284 2287 2291 rVV 1417946 1936748 7.10% 0.765%

66 14.873 2291 2294 2296 rVV2 407573 555100 2.04% 0.219%
67 14.897 2296 2298 2303 rVB3 347619 424668 1.56% 0.168%
68 14.958 2303 2308 2315 rBV2 381873 687729 2.52% 0.272%
69 15.104 2326 2332 2336 rBV2 159741 278935 1.02% 0.110%
70 15.244 2349 2355 2357 rBV 892196 1400055 5.13% 0.553%

71 15.311 2363 2366 2374 rVB6 135773 320643 1.18% 0.127%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W.M

: SW846 8260

72 15.440 2382 2387 2390 rBV 261982 407482 1.49% 0.161%
73 15.543 2399 2404 2409 rBV3 721674 1252446 4_59% 0.495%
74 15.677 2421 2426 2430 rVV 669690 1151024 4.22% 0.455%
75 15.714 2430 2432 2440 rVB 357068 565237 2.07% 0.223%

76 15.909 2456 2464 2469 rBV2 135961 292051 1.07% 0.115%
77 16.159 2500 2505 2520 rBV3 116686 309462 1.13% 0.122%

Sum of corrected areas: 253092814
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Data Path
Data File
Aca On

Sample
Misc
ALS Vial

Operator :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
VX014185.D

20 Dec 2019 19:32

JC/SP

K6355-01

5.0mL/MSVOA X/WATER

24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.M

Quant Title :

TIC Library :

SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.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 Ethanol Concentration Rank 3

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

2.11 184.31 ug/l 5576380 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 78
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 201 (2.113 min): VX014185.D (-193) (-) m/z 45.05 100.00%
5000
— e
1.80 2.00 2.20 2.40
ol 70 93108125 143 162 186 206 225 248263 282299 n/z 46.10 41 84%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #96: Ethanol
31
5000 BN REREE AR LR LR
1.80 2.00 2.20 2.40
6 m/z 43.10 20.54%
'P”ﬁ”hW&”P”'P”W””P”'P”W””"”'”'”"””'”"”W”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45
"iéb"z’bb"é'zb"éhb""
5000 - m/z 42.10 7.94%
14
mmrwwwwwwwwwm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92: Methane, nitroso- B REmEEEm N R
30 1.80 2.00 220 240
45 m/z 44.10 2.71%
5000 w_~‘w-*wﬁm_]\_w\
1
II""FI""'I""I""I""I""I"''IIIII IR A S S B B B B N LN N L L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.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-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.43 287.16 ug/Il 15441200 1,4-Dichlorobenzene-d4 12.07
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. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1729 (11.428 min): VX014185.D (-1724) (-) m/z 105.10 100.00%
105
5000
120
39 58 Y | 136150 167 187202 220234 253 275289 11.20 1140 11,60 11.90
Ot PR e e e e e e e m/z 120.05 32.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.10 12.20%
39 77
'“vt“Lﬂ?ﬁ“NVWWJ“WH'W““l““v'HVH"“"HW“'W”“l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.05 11.93%
120
15 39 59 /7
wwmwmmwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9424: Benzene, 1-ethyl-4-methyl-
11.20 11.40 11.60 11.80
m/z 106.05 9.17%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.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, l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.67 122.95 ug/Il 6611280 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Mesitvlene 120 C9H12 000108-67-8 90
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 1769 (11.672 min): VX014185.D (-1762) (-) m/z 105.10 100.00%
105
5000
120
77 11.40 11.60 11.80 12.00
39
Obrrrrrrrrbre ot Al i90, 169 191206 223 240255 277292 m/z 120.10 32.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
m/z 91.05 11.12%
39 77
IIII""'I""'Slg""hl""I""'I""I""IIIII RSN S B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105
120 11.40 11.60 11.80 12.00
5000 m/z 77.05 10.50%
39 g9 7
memmwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 11.40 11.60 11.80 12.00
m/z 79.10 8.49%
5000 120
28 g
...,.‘...J,‘..J..,J.u..“,..‘..,w..‘.‘,‘....,....,.... S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.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, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.14 149.52 ug/Il 8040150 1,4-Dichlorobenzene-d4 12.07
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. 1-ethvIl-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 1846 d§12.141 min): VX014185.D (-1840) (-) m/z 105.10 100.00%
105
5000 120
77
39 11.80 12.00 12.20 12.40
Obrrrprre b 2 bl oyl 189154171 191207222239257274 293 "1z 120.05 44 .62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9%18. Benzene, 1,2,3-trimethyl-
105

120 A

5000 LA L L L L L L LB B
11.80 12.00 12.20 12.40
m/z 77.10 11.90%
39 7
N . T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105
120 11.80 12.00 12.20 12.40
5000 m/z 119.10 10.04%
77
27 51
Wﬁwﬁmmwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 11.80 12.00 12.20 12.40
m/z 91.05 9.43%
5000
120
39 77
59
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.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, cyclopropyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.29 189.03 ug/Il 10164700 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 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 1870 (12.288 min): VX014185.D (-1864) (-) m/z 117.10 100.00%
117
5000
39 63 oL 12.00 12.20 12.40 12.60
ol 134151168 193209225241258 287 n/z 118.10  55.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8964: Benzene, cyclopropyl-
117
5000 R AR N AR AR
o1 12.00 12.20 12.40 12.60
m/z 115.10 33.22%
27 2l 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 91.05 17.02%
91
15 39 63
WWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8961: Benzene, 2-propenyl-
117 12.00 12.20 12.40 12.60
m/z 119.10 11.28%
5000 o1
39 65
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\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.22 76.45 ug/1 4110840 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 95
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
Abundance Scan 2023 (13.220 min): VX014185.D (-2015) (-) m/z 117.10 100.00%
117
5000 132
91
51 13.00 13.20 13.40 13.60
ol 3 7 148 166 194209 227 255 275 293 m/z 132.05 39 74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
5000
132 13.00 13.20 13.40 13.60
0
9 g gﬁ ‘ m/z 115.05 26 .49%
| Ly o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
13.00 13.20 13.40 13.60
5000 132 m/z 131.10 21.29%
39 g5 91
24
Wﬁmﬁwﬁmﬁwﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117 13.00 13.20 13.40 13.60
132 m/z 91.10 12.69%
5000
91
,; 51
|||||‘||||||L‘|‘|l||"|h|||‘i||“i‘|||‘ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.34 165.31 ug/Il 8889080 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 95
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 94
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 89
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87

Abundance Scan 2043 (13.342 min): VX014185.D (-2039) (-) m/z 117.10 100.00%

5000

13.00 13.20 13.40 13.60

151166 191207222 240 263 282297

01 m/z 132.10 37.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132 L L B O
13.00 13.20 13.40 13.60
m/z 119.10 33.06%
39 g5 91 0
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
132 13.00 13.20 13.40 13.60
5000 m/z 115.10 29.03%
91
51
27 74
wmwmwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 13.00 13.20 13.40 13.60
m/z 131.10 18.69%
5000 132
39 g5 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.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.
13.48 143.79 ug/Il 7732090 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 96
2 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 59
3 Indan. epoxide 132 C9H80 000768-22-9 58
4 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 53
5 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 46
Abundance Scan 2066(1)(13.483 min): VX014185.D (-2060) (-) m/z 104.05 100.00%
104
132
5000 91
51 64 77 17 13.20 13.40 13.60 13.80
64 : : : :
Obprr b bl .u,.'.”. L4162 185198 216 240255 275 | ;n/z 132.05  54.24%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132 UL U BN BN S
13.20 13.40 13.60 13.80
I m/z 91.10 42 _.35%
e G S 1 ——
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
104 132
13.20 13.40 13.60 13.80
5000 m/z 115.10 16.86%
51 78
27 64
Wmmwmmmmm
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
m/z 117.10 15.60%
5000
51 78 132
,?Z.P.“,E.w.”..”..”,”...”...” e
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\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.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 7
R.T. EstConc Area Relative to ISTD R.T.

14.28 123.13 ug/Il 6620970 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 97
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 97
3 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 76
4 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 70
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70

Abundance Scan 2197 (14.281 min): VX014185.D (-2189) (-) m/z 131.10 100.00%

131

146

5000

51 77 14.00 14.20 14.40 14.60

162 180196211225241256 275 298

0! m/z 118.05 73.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
131
146
5000
39 g1 1 14.00 14.20 14.40 14.60
0
15 63 m/z 146.15 65.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
131146
14.00 14.20 14.40 14.60
5000 m/z 117.10 34.98%
105
27 51 77

m‘mmwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21632: Benzene, (1-methyl-1-butenyl)-
1

14.00 14.20 14.40 14.60
m/z 105.10  27.75%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122019\
Data File : VX014185.D

Aca On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.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 Naphthalene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.69 91.51 ug/1 4920830 1,4-Dichlorobenzene-d4 12.07
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 90
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 90
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 43
Abundance Scan 2264 (14.690 min): VX014185.D (-2256) (-) m/z 142.10 100.00%
142
5000
115
39 63 g9 160 14.40 14.60 14.80 15.00
ol 176 193208 224239 264 283 300 m/z 141.10 86 _81%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19239: Naphthalene, 2-methyl-
142
5000 LR IS ML UL SUME
115 14.40 14.60 14.80 15.00
m/z 115.10 32.39%
3751 718 | |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
142
14.40 14.60 14.80 15.00
5000 m/z 145.10 14.13%
115
39 63 89
Tmmmrmwmmm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19231: Benzocycloheptatriene
141 14.40 14.60 14.80 15.00
115 m/z 143.10 11.70%
5000
i
[/ T \ .
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\VX122019\
Data File : VX014185.D

Acq On : 20 Dec 2019 19:32

Operator : JC/SP

Sample - K6355-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W.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]
Ethanol 2.11 184.3 ug/l 5576380 1 5.65 1512820 50.0
Benzene, l-ethyl-_.. 11.43 287.2 ug/l 15441200 4 12.07 2688600 50.0
Benzene, l-ethyl-_.. 11.67 123.0 ug/l 6611280 4 12.07 2688600 50.0
Benzene, 1,2,3-tr... 12.14 149.5 ug/1 8040150 4 12.07 2688600 50.0
Benzene, cyclopro... 12.29 189.0 ug/1 10164700 4 12.07 2688600 50.0
1H-Indene, 2,3-di... 13.22 76.5 ug/1 4110840 4 12.07 2688600 50.0
1H-Indene, 2,3-di... 13.34 165.3 ug/l 8889080 4 12.07 2688600 50.0
Naphthalene, 1,2,... 13.48 143.8 ug/l 7732090 4 12.07 2688600 50.0
Naphthalene, 1,2,... 14.28 123.1 ug/l 6620970 4 12.07 2688600 50.0
Naphthalene, 1-me... 14.69 91.5 ug/1 4920830 4 12.07 2688600 50.0
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