LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX073019\

Data File : VX011208.D

Aca On - 30 Jul 2019 20:24

Operator : JC/SP

sample - K4048-02

Misc - 5.0mL/MSVOA X/WATER e e
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\82X071619W.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 1.276 15 20 32 rBv 34736 49797 5.45% 0.562%
2 1.599 65 73 78 rBv8 4660 12360 1.35% 0.139%
3 2.440 208 211 220 rVB 5624 9798 1.07% 0.110%
4 2.611 234 239 248 rVB 12551 23625 2.59% 0.266%
5

5.501 702 713 725 rBV 107446 310396 33.99% 3.500%

5.659 728 739 759 rvVB 208442 594268 65.08% 6.702%
6.061 796 805 818 rBV 115071 297525 32.58% 3.355%
947 rBV 292769 681225 74.60% 7.682%
8.713 1229 1240 1252 rBV 586431 913144 100.00% 10.298%
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1 9.037 1286 1293 1299 rBv4 8356 17769 1.95% 0.200%
11 10.110 1463 1469 1478 rBV 569869 774008 84.76% 8.729%
12 10.189 1478 1482 1487 rVB3 6909 11884 1.30% 0.134%
13 10.335 1501 1506 1516 rVB3 5320 11555 1.27% 0.130%
14 10.652 1551 1558 1564 rBVS8 4689 11432 1.25% 0.129%
15 10.835 1579 1588 1593 rBV7 7094 13956 1.53% 0.157%
16 11.018 1613 1618 1624 rBV 34692 47440 5.20% 0.535%
17 11.134 1631 1637 1643 rBV 474140 602554 65.99% 6.795%
18 11.670 1717 1725 1732 rBV7 6140 11925 1.31% 0.134%
19 11.768 1735 1741 1745 rBV 14140 19715 2.16% 0.222%
20 11.920 1758 1766 1767 rBV3 13609 21282 2.33% 0.240%
21 11.945 1767 1770 1775 rVB 30064 37248 4.08% 0.420%
22 12.073 1785 1791 1802 rBV 580049 754795 82.66% 8.512%
23 12.231 1813 1817 1821 rVB 14188 19286 2.11% 0.217%
24 12.298 1823 1828 1834 rVV 67272 85230 9.33% 0.961%
25 12.384 1834 1842 1848 rVB5 8601 23370 2.56% 0.264%
26 12.457 1849 1854 1863 rBV 41248 53656 5.88% 0.605%
27 12.664 1878 1888 1891 rBV 55796 80659 8.83% 0.910%
28 12.701 1891 1894 1898 rVVv 38073 51788 5.67% 0.584%
29 12.749 1898 1902 1910 rVvVv 126273 191272 20.95% 2.157%
30 12.816 1910 1913 1917 rVB 12130 15241 1.67% 0.172%
31 12.896 1917 1926 1931 rBV 32848 56625 6.20% 0.639%
32 12.975 1931 1939 1945 rBV 125803 177117 19.40% 1.997%
33 13.079 1951 1956 1962 rVB2 18620 31559 3.46% 0.356%
34 13.146 1963 1967 1970 rBV2 10098 13529 1.48% 0.153%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX073019\

Data File : VX011208.D

Aca On - 30 Jul 2019 20:24

Operator : JC/SP

sample - K4048-02

Misc - 5.0mL/MSVOA X/WATER e e
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\82X071619W.M

Title : SW846 8260

35 13.194 1970 1975 1978 rBV2 39652 54757 6.00% 0.618%
36 13.225 1978 1980 1982 rVV 13093 13651 1.49% 0.154%
37 13.249 1982 1984 1989 rVB2 10096 10969 1.20% 0.124%
38 13.310 1989 1994 1995 rBV3 9094 14730 1.61% 0.166%
39 13.347 1995 2000 2005 rVvB2 230643 328189 35.94% 3.701%
40 13.402 2005 2009 2011 rBVZ2 10405 13621 1.49% 0.154%
41 13.597 2037 2041 2044 rVv2 21229 32152 3.52% 0.363%
42 13.639 2044 2048 2051 rVVv3 63911 97776 10.71% 1.103%
43 13.694 2054 2057 2058 rVvVv 42159 51471 5.64% 0.580%
44 13.719 2058 2061 2070 rVv2 76012 119864 13.13% 1.352%
45 13.804 2072 2075 2078 rVvV 11680 13937 1.53% 0.157%
46 13.847 2078 2082 2087 rVB3 26396 34001 3.72% 0.383%

47 13.908 2087 2092 2097 rBV 146734 180006 19.71% 2.030%
48 13.981 2097 2104 2108 rBV2 112137 155142 16.99% 1.750%
49 14.023 2108 2111 2115 rVVv2 24434 33135 3.63% 0.374%
50 14.127 2124 2128 2132 rBV 33583 44186 4._.84% 0.498%

51 14.267 2146 2151 2161 rBV2 54834 103930 11.38% 1.172%
52 14.377 2165 2169 2173 rVV 77401 100318 10.99% 1.131%

53 14.426 2173 2177 2182 rVV3 60016 93482 10.24% 1.054%
54 14.475 2182 2185 2190 rVB5 11085 17819 1.95% 0.201%
55 14.536 2190 2195 2200 rBV2 137941 184012 20.15% 2.075%
56 14.578 2200 2202 2208 rVV5 6548 11737 1.29% 0.132%
57 14.670 2212 2217 2219 rVV2 34459 59384 6.50% 0.670%
58 14.688 2219 2220 2223 rVV 35715 35380 3.87% 0.399%
59 14.731 2223 2227 2232 rVV2 31959 46281 5.07% 0.522%
60 14.786 2232 2236 2241 rVV7 12109 19141 2.10% 0.216%
61 14.847 2241 2246 2248 rVV 33664 48909 5.36% 0.552%
62 14.877 2248 2251 2253 rVV2 24445 36329 3.98% 0.410%
63 14.901 2253 2255 2260 rVB2 29647 38026 4.16% 0.429%
64 14.975 2260 2267 2272 rBV3 16051 31826 3.49% 0.359%
65 15.109 2287 2289 2296 rVB4 9380 13241 1.45% 0.149%
66 15.243 2304 2311 2318 rBV2 47172 83845 9.18% 0.946%
67 15.322 2318 2324 2331 rVV3 25252 44502 4.87% 0.502%
68 15.401 2331 2337 2338 rVV5 4317 9288 1.02% 0.105%
69 15.438 2340 2343 2345 rVVv4 15147 21206 2.32% 0.239%
70 15.474 2345 2349 2354 rVV 33325 53169 5.82% 0.600%
71 15.541 2356 2360 2364 rVVv2 41239 69742 7.64% 0.786%

82X071619W .M Wed Jul 31 17:08:43 2019 Page: 2



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

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\82X071619W.M

Title : SW846 8260

72 15.584 2364 2367 2373 rVV6 15563 31550 3.46% 0.356%
73 15.682 2373 2383 2388 rVVv2 45341 94403 10.34% 1.065%
74 15.724 2388 2390 2397 rVB7 8790 14184 1.55% 0.160%
75 15.804 2397 2403 2409 rBV3 15408 33416 3.66% 0.377%
76 15.883 2409 2416 2418 rVV3 30663 53998 5.91% 0.609%
77 15.913 2418 2421 2429 rVB 53265 95084 10.41% 1.072%
78 16.066 2437 2446 2457 rBV 58082 108783 11.91% 1.227%
79 16.407 2493 2502 2509 rVB2 17200 40838 4_.47% 0.461%
80 16.614 2531 2536 2542 rVV6 7805 21196 2.32% 0.239%
81 16.688 2544 2548 2553 rVV6 7762 16149 1.77% 0.182%
82 16.749 2553 2558 2564 rVB6 5735 11712 1.28% 0.132%

Sum of corrected areas: 8867500
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 Indan, l1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.75 12.67 ug/Il 191272 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 90
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 86
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86
Abundance Scan 1902 (12.749 min): VX011208.D (-1898) (-) m/z 117.00 100.00%
117.0
5000
91.0
51.0 1381 12.40 12.60 12.80 13.00
L 2073 77 115.00 | 35.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117.0
5000

12.40 12.60 12.80 13.00

91.0 m/z 132.05 27.17%
39.0 65.0 1 L'O
e ma s S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
12.40 12.60 12.80 13.00
5000 m/z 91.00 12.54%
91.0
e e |, e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 12.40 12.60 12.80 13.00
m/z 118.10 9.92%
5000
91.0
51.0 ‘ 1430
LN NI I M s
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\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.97 11.73 ug/Il 177117 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 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 1938 (12.969 min): VX011208.D (-1931) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 5109 650 77.0 105.1 1481 12.60 12.80 13.00 13.20
rrprrrrprrreprerpere e et e ey e | m/z 134.10  44.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
12.60 12.80 13.00 13.20
91.0 m/z 91.00 17.07%
150 270 90510 650770 | won0 ||
e % 3'0 4'0 5'0 60 7'0 8'0 90 100 ﬁo 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
12.60 12.80 13.00 13.20
5000 134.0 m/z 120.10 10.38%

91.0
41.0 77.0
150 27.0 53.0 650 77.0 "7 1050 | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119.0 12.60 12.80 13.00 13.20
m/z 117.00 8.87%
5000 134.0

ﬂowﬁsm %OTP m01%0 ‘ |
| Ly Ll ! Ll |

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\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.35 21.74 ug/1 328189 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 95
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 70
3 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 70
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 70
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64
Abundance Scan 2001 (13.353 min): VX011208.D (-1995) (-) m/z 117.00 100.00%

117.0
5000
91.0
390  65.0 134.0 162.0 2070 13.00 13.20 13.40 13.60

e m/z 132.10 39.67%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000

13.00 13.20 13.40 13.60

m/z 115.00 30.40%
q 0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117.0
13.00 13.20 13.40 13.60
5000 m/z 131.05 19.72%
91.0
390 450 ‘ %
...,.‘...‘,..“a‘.,‘a‘...“‘,..‘..,‘a..H,.lﬁ.‘lol....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 13.00 13.20 13.40 13.60

m/z 119.10 18.10%

5000
91.0

51.0 ‘ 143.0
27\'0 l L.l 75*p Il

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\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.72 7.94 ug/l 119864 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 87
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 87
3 Benzene. 1l-methvl-2-(1-methvl-2-... 146 C11H14 097664-19-2 83
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 81
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 81
Abundance Scan 2061 (13.719 min): VX011208.D (-2058) (-) m/z 131.10 100.00%
13f.1
5000
390 648 910 1150 | 1480 206.3 13.40 13.60 13.80 14.00
et bl 2068 0 o7 146.10 0 23.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000
13.40 13.60 13.80 14.00
0L0 115, m/z 133.05 18.15%
39.0 :
.iﬁ?.h”,.Jm?ﬁ?”,..”,..d,.ﬂL%ﬂ?R,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
13.40 13.60 13.80 14.00
5000 m/z 128.00 11.77%
91.0
39.0 115.0 %
""Ph"u'ﬂ”?ﬁ?'M"k'ﬁ"mlﬂw'}?MPW""I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21679: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131.0 13.40 13.60 13.80 14.00

m/z 132.05 11.63%

5000 91.0

115.0
s | M 4,
| L | | ! i m .

T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.91 11.92 ug/Il 180006 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 93
2 Naphthl'l.2-bloxirene. l1la.2.3.7b-... 146 C10H100 002461-34-9 70
3 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 62
4 2-Methvlbenzvl cvanide 131 C9HON 022364-68-7 43
5 7-Azabicyclo[4.2.2]deca-2,4,9-tr... 147 C9HONO 017198-06-0 42
Abundance Scan 2092 (13.908 min): VX011208.D (-2087) (-) m/z 104.00 100.00%
104.0
5000 146.1
90 00700 | | |12 15180 1580 14.00 1420
e 20 162.0 2070 | sz 146.10  47.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21659: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0

13.60 13.80 14.00 14.20
m/z 91.00 32.09%

Gl L 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21587: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104.0
13.60 13.80 14.00 14.20
5000 146.0 m/z 131.05  24_15%
39.0 580 780 ‘
...,.‘.‘. .‘, l‘.“a.‘,‘a‘...“,..“..,‘H. .‘l“,l.z.&‘.o.,.‘...,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21568: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0 13.60 13.80 14.00 14.20
m/z 115.00 20.70%
146.0
5000
10 2 o baseo L e N LNV
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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-4,7-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.98 10.28 ug/Il 155142 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 94
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 93
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 001559-81-5 93
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 93
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 91
Abundance Scan 2104 (13.981 min): VX011208.D (-2097) (-) m/z 131.05 100.00%
131.1
5000
91.0 1150
51.0 147 1 13.60 13.80 14.00 14.20
o 20 ol 2971 /7 146,10 34.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000

13.60 13.80 14.00 14.20
m/z 117.05  26.04%

115.0
39.0 63.0 91.0 1417.0
il
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
13.60 13.80 14.00 14.20
5000 m/z 91.00 22 .46%
39.0 91.0 115.0 %
S S 0 s OV IR ) . A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 13.60 13.80 14.00 14.20
m/z 115.00 22 .03%
5000
91.0
115.0
150 399 30 L L) 14r0
R B B B B B s e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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-1,2-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.27 6.88 ug/Il 103930 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 93
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 90
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 87
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 87
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 87
Abundance Scan 2151 (14.267 min): VX011208.D (-2146) (-) m/z 131.05 100.00%
131.1
5000
146.1
115.0
390 63.0 77.0 910 162.0 14.00 14.20 14.40 14.60

m/z 146.05 31.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000
146.0 14.00 14.20 14.40 14.60
91.0 115.0 m/z 114.95 23.04%
390 630 77.0 '
26,0 : )
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
146.0 T
14.00 14.20 14.40 14.60
5000 91.0 m/z 133.10 18.76%
115.0
39.0 SF.O 77.0 ‘
TR T T [

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-

131.0 14.00 14.20 14.40 14.60
m/z 129.10 15.06%
146.0
5000
9.0 4150
51.0 g4.0 77.0 M u

. 1l I L ul | il 1l

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 Benzene, pentamethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14._.38 6.65 ug/Il 100318 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 87
2 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 81
3 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 72
4 2-tert-Butvltoluene 148 C11H16 001074-92-6 72
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 72
Abundance Scan 2169 (14.377 min): VX011208.D (-2165) (-) m/z 133.10 100.00%
138.1
5000
91.0
39.0 650, | I 160.1 280.8 14.00 14.20 14.40 14.60
et e e b el e e m/z 148.05 37.07%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22772: Benzene, pentamethyl-
138.0
5000

14.00 14.20 14.40 14.60
m/z 145.05 17.14%

41.0 g5 910
e RS e e e S R A R RR AR R i

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #22764: 3,4-Dimethylcumene
138.0
14.00 14.20 14.40 14.60
5000 m/z 91.05 13.14%
105.0
41.0
150, L0
e e e e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0 14.00 14.20 14.40 14.60
m/z 117.05 12.17%
5000

150 390 4o 910
e ey L

ST R PSP S S M

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 3
R.T. EstConc Area Relative to ISTD R.T.
14.54 12.19 ug/Il 184012 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 002809-64-5 91
2 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 64
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 64
4 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 62
5 2-Propyn-1-ol, 3-(4-methylphenyl)- 146 C10H100 016017-24-6 62
Abundance Scan 2196 (14.542 min): VX011208.D (-2190) (-) m/z 131.05 100.00%
131.1
146.1
5000
14.20 14.40 14.60 14.80
m/z 146.05 65.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
13f.0
146.0
5000
14.20 14.40 14.60 14.80
m/z 118.00 60.02%
L S s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21644: Benzene, 2-ethenyl-1,3,5-trimethyl-
146.0
131.0
14.20 14.40 14.60 14.80
5000 m/z 117.05 36.17%
91.0
115.0
39.0
aso B0 TR L b M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 14.20 14.40 14.60 14.80
m/z 115.10 35.05%
5000 146.0
o0 eso 90 Y
1 I . 1 I N L 1
m/z--> 20 40 60 80 100 120 140 160 180 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX073019\
Data File : VX011208.D

Aca On : 30 Jul 2019 20:24

Operator : JC/SP

Sample : K4048-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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, 1,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.07 7.21 ug/l 108783 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 98
2 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 96
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 95
4 Naphthalene. 1l-ethvl- 156 C12H12 001127-76-0 94
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 94
Abundance Scan 2447 (16.072 min): VX011208.D (-2437) (-) m/z 141.00 100.00%
141.0
5000
115.0
51.0 76.1 7.1 206.9 15.80 16.00 16.20 16.40
8 I 88 Y m/z 156.10 81.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28479: Naphthalene, 1,3-dimethyl-
141.0 ﬁ\
5000 LR BULE UL UL UL
15,80 16.00 16.20 16.40
115.0 m/z 114 .95 21.67%
51.0 76.0 117-0
27.0 ' 98.0 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28487: Naphthalene, 1,2-dimethyl-
156.0
15,80 16,00 16.20 16.40
5000 m/z 128.05 15.47%
0 115.0
Lo O T seo | yEmOM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28469: Naphthalene, 2,3-dimethyl- AN ST e L e
141.0 15.80 16.00 16.20 16.40

m/z 155.00 15.29%

5000

115.0 1o
270 ] 510 ‘\ L \“\ \980 ‘ [l “ \‘ﬁ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX073019\
Data File : VX011208.D

Acq On : 30 Jul 2019 20:24

Operator : JC/SP

Sample - K4048-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W._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]
Indan, 1-methyl- 12.75 12.7 ug/Il 191272 4 12.08 754795 50.0
Benzene, 1,2,4,5-... 12.97 11.7 ug/Il 177117 4 12.08 754795 50.0
Benzene, 2-etheny... 13.35 21.7 ug/1 328189 4 12.08 754795 50.0
1H-Indene, 2,3-di... 13.72 7.9 ug/l 119864 4 12.08 754795 50.0
Naphthalene, 1,2,... 13.91 11.9 ug/Il 180006 4 12.08 754795 50.0
1H-Indene, 2,3-di... 13.98 10.3 ug/Il 155142 4 12.08 754795 50.0
1H-Indene, 2,3-di... 14.27 6.9 ug/Il 103930 4 12.08 754795 50.0
Benzene, pentamet... 14_.38 6.7 ug/l 100318 4 12.08 754795 50.0
Naphthalene, 1,2,... 14.54 12.2 ug/I1 184012 4 12.08 754795 50.0
Naphthalene, 1,3-... 16.07 7.2 ug/l 108783 4 12.08 754795 50.0
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