LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013045.D

Aca On - 14 Oct 2019 12:36

Operator : JC/SP

sample - K5313-13

Misc - 5.0mL/MSVOA X/WATER =R
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\82X100819W.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 43 rBV 931370 1131780 100.00% 15.081%
2 1.783 142 147 152 rBvV 25682 34683 3.06% 0.462%
3 2.429 248 253 266 rVB 8908 16992 1.50% 0.226%
4 2.594 271 280 293 rBV 27351 54491 4.81% 0.726%
5 5.490 742 755 767 rBV2 99420 282837 24.99% 3.769%
6 5.654 771 782 799 rVB 186061 528109 46.66% 7.037%
7 6.057 837 848 857 rBV 111792 296934 26.24% 3.957%
8 6.136 857 861 871 rVB3 10742 26555 2.35% 0.354%
9 6.849 968 978 991 rBV 278744 658653 58.20% 8.777%
10 8.709 1272 1283 1300 rBV 559386 877874 T77.57% 11.698%
11 9.507 1408 1414 1422 rBV3 10930 19410 1.71% 0.259%

12 10.111 1507 1513 1522 rBV 502753 702706 62.09% 9.364%
13 11.135 1675 1681 1691 rBV 377031 492753 43.54% 6.566%
14 12.074 1830 1835 1842 rBV 437366 550880 48.67% 7.341%

15 12.141 1842 1846 1849 rVB 9711 12182 1.08% 0.162%
16 12.300 1863 1872 1876 rBV 14807 22497 1.99% 0.300%
17 12.757 1942 1947 1954 rVB3 15558 29818 2.63% 0.397%
18 12.897 1967 1970 1976 rVB2 10962 15203 1.34% 0.203%
19 12.970 1976 1982 1986 rBV 25271 35481 3.13% 0.473%
20 13.013 1986 1989 1996 rVB2 30250 38982 3.44% 0.519%
21 13.086 1996 2001 2005 rBv4 7709 13705 1.21% 0.183%
22 13.342 2039 2043 2048 rVB2 40754 57262 5.06% 0.763%
23 13.476 2062 2065 2071 rVB5 10435 15414 1.36% 0.205%
24 13.598 2081 2085 2087 rVv2 14641 18884 1.67% 0.252%
25 13.635 2087 2091 2097 rVVv3 27668 59127 5.22% 0.788%
26 13.714 2097 2104 2110 rVB2 26975 59777 5.28% 0.797%
27 13.848 2121 2126 2130 rVB3 9012 14314 1.26% 0.191%
28 13.909 2131 2136 2141 rBvV4 19931 33269 2.94% 0.443%
29 13.982 2141 2148 2151 rBV2 28131 39986 3.53% 0.533%
30 14.025 2151 2155 2159 rBV2 15119 18642 1.65% 0.248%
31 14.129 2167 2172 2176 rBV 26991 37532 3.32% 0.500%
32 14.269 2190 2195 2203 rBV2 52420 87005 7.69% 1.159%
33 14.372 2208 2212 2217 rVV2 36649 46516 4_.11% 0.620%
34 14.427 2217 2221 2225 rVB2 50935 62642 5.53% 0.835%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013045.D

Aca On - 14 Oct 2019 12:36

Operator : JC/SP

sample - K5313-13

Misc - 5.0mL/MSVOA X/WATER =R
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\82X100819W.M
Title - SW846 8260
35 14.470 2225 2228 2234 rVB2 12178 18390 1.62% 0.245%
36 14.537 2234 2239 2243 rBV2 44123 66002 5.83% 0.880%
37 14.665 2252 2260 2267 rBv4 29464 84315 7.45% 1.124%
38 14.726 2267 2270 2274 rVB 26423 35084 3.10% 0.468%
39 14.781 2274 2279 2282 rBV2 15038 19602 1.73% 0.261%
40 14.836 2283 2288 2291 rVvV 62362 89153 7.88% 1.188%
41 14.866 2291 2293 2297 rVvVv3 21236 31461 2.78% 0.419%
42 14.903 2297 2299 2303 rVB3 11013 12326 1.09% 0.164%
43 14.964 2303 2309 2314 rBV5 12940 27930 2.47% 0.372%
44 15.037 2314 2321 2326 rVB1O 7234 16662 1.47% 0.222%
45 15.110 2327 2333 2336 rBvV3 9995 13255 1.17% 0.177%
46 15.244 2348 2355 2362 rBV 58960 98393 8.69% 1.311%
47 15.311 2362 2366 2376 rVvV 7235 15539 1.37% 0.207%
48 15.470 2389 2392 2396 rvv2 14903 19756 1.75% 0.263%
49 15.543 2400 2404 2408 rvv2 31090 49829 4._.40% 0.664%
50 15.579 2408 2410 2417 rVV6 18764 30980 2.74% 0.413%
51 15.683 2418 2427 2431 rVV 81426 134073 11.85% 1.787%
52 15.720 2431 2433 2439 rVB4 20013 29499 2.61% 0.393%
53 15.805 2439 2447 2453 rBV7 8833 22237 1.96% 0.296%
54 15.878 2454 2459 2462 rVVv4 31421 57918 5.12% 0.772%
55 15.915 2463 2465 2480 rVB4 30217 53794 4_.75% 0.717%
56 16.061 2485 2489 2494 rBV2 17909 29319 2.59% 0.391%
57 16.378 2536 2541 2544 rBV7 9795 16980 1.50% 0.226%
58 16.561 2566 2571 2575 rBV4 8931 14458 1.28% 0.193%
59 16.628 2575 2582 2586 rVV7 9206 25941 2.29% 0.346%
60 16.683 2586 2591 2596 rvv2 21945 45105 3.99% 0.601%
61 16.744 2596 2601 2608 rVB3 26940 53532 4.73% 0.713%
Sum of corrected areas: 7504428
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

> Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
> VX013045.D

: 14 Oct 2019 12:36

: JC/SP

: K5313-13

: 5.0mL/MSVOA X/WATER

- 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M

Quant Title :

TIC Library :

SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

TIC: VX013045.D

1|07

05
Time--> 1.00

T T T
3.50 4.00

Abundance

800000

600000

400000

200000

TIC: VX013045.D

8.71
10.11

11.14

6.85

I

9.51

0
Time-->

T f T T
8.50 9.00 9.50 10.50 11.00

Abundance

800000

600000

400000

200000

TIC: VX013045.D

12.07

15.50 16.00 16.50

15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013045.D

Aca On : 14 Oct 2019 12:36

Operator : JC/SP

Sample - K5313-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
Quant Title : SW846 8260

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 Benzene, l-ethyl-3-(1-methy... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.63 5.37 ug/1l 59127 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1l-ethvl-3-(l1-methvlethvl)- 148 C11H16 004920-99-4 58
2 Benzene. l-ethvl-4-(l1-methvlethvl)- 148 C11H16 004218-48-8 58
3 Benzene. pentamethvl- 148 C11H16 000700-12-9 53
4 Benzene. l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 53
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 47

Abundance Scan 2090 (13.629 min): VX013045.D (-2087) (-) m/z 133.15 100.00%
133

5000
119 148

13.40 13.60 13.80 14.00
33.06%

3|9 51 6 7|7 105 |I‘ Ll
Ottt e e et e e e m/z 148.15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

27 41 51
ol 15

65

77

91

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

Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)-
133
5000 105
148 13.40 13.60 13.80 14.00
91 119 m/z 119.05 30.29%
4 51 65 17 |
O et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
13.40 13.60 13.80 14.00
5000 m/z 91.00 15.77%
105 148
119

Abundance

5000

15 27 39 51

65

77

91

#22771: Benzene, pentamethyl-

105 115
||

133

148

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

13.40 13.60 13.80 14.00

m/z 115.10 12 ._.75%

13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013045.D

Aca On : 14 Oct 2019 12:36

Operator : JC/SP

Sample - K5313-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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-dimethyl-1-pr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.71 5.43 ug/Il 59777 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 91
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 91
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 91
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
Abundance Scan 2103 (13.708 min): VX013045.D (-2097) (-) m/z 131.10 100.00%
5000
o1 146
39 51 64 79 | 102 110 162 13.40 13.60 13.80 14.00
o! -.,:|-...,'....,....,2.0.7.. m/z 146.05 22.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146
5000
13.40 13.60 13.80 14.00
m/z 91.05 13.36%

0! L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
R e e B R m
146 13.40 13.60 13.80 14.00
5000 m/z 115.05 10.83%
% 15
51 65 77 105
O T e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131 13.40 13.60 13.80 14.00
m/z 116.05 10.76%
5000
91 15 146
27 39 51 64 77 ‘ 103
0 S VY P OO A0 N Y NS
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\VX101419\
Data File : VX013045.D

Aca On : 14 Oct 2019 12:36

Operator : JC/SP

Sample - K5313-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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-4,7-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.27 7.90 ug/l 87005 1,4-Dichlorobenzene-d4 12.07
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-1.2-dimet... 146 C11H14 017057-82-8 91
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 90
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 87
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 81
Abundance Scan 2195 (14.269 min): VX013045.D (-2190) (-) m/z 131.10 100.00%
31
5000
146
91 115
39 51 g3 77 105 162 007 14.00 14.20 14.40 14.60
0 il 220 m/z 146.10  30.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 14.00 14.20 14.40 14.60
m/z 133.15 20.50%
27 39 51 63 77 91 105115

o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
14.00 14.20 14.40 14.60
5000 m/z 115.05 19.84%
o1 146
115
39
27 51 63 77 103
o SRR PSP GRS ISR N S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- B e
131 14.00 14.20 14.40 14.60
146 m/z 129.10 17.60%
5000 o1
39 51 65 77 105115
0.,..”m.NM.NW.ﬁ\.H.,M..M“dm.,hn.,....“...,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013045.D

Aca On : 14 Oct 2019 12:36

Operator : JC/SP

Sample - K5313-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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, 1,3,5-trimethyl-2-__._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.43 5.69 ug/Il 62642 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 55
2 1H-Indene. 2.3-dihvdro-1.5.7-tri... 160 C12H16 054340-88-4 55
3 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 55
4 1H-Indene. 2.3-dihvdro-1.4.7-tri... 160 C12H16 054340-87-3 55
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50

Abundance Scan 2221 (14.427 min): VX013045.D (-2217) (-) m/z 131.10 100.00%

5000

14.20 14.40 14.60 14.80

0 m/z 145.05 94 .46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methyletheny!l)-
145160
5000
14.20 14.40 14.60 14.80
105 50 m/z 146.15  33.54%
3953 7791
o’ B B o N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145
14.20 14.40 14.60 14.80
5000 m/z 115.00 28.06%
160

1327 51 7791105 %8

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145 14.20 14.40 14.60 14.80
m/z 129.05 21.96%
5000

160
15 39 6377 91105 118
oL TP A RV ) U VA TAASSNRAY il A S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013045.D

Aca On : 14 Oct 2019 12:36

Operator : JC/SP

Sample - K5313-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.54 5.99 ug/Il 66002 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 83
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 70
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 55
4 1H-Benzimidazole. 5.6-dimethvl- 146 C9H10N2 000582-60-5 49
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 46
Abundance Scan 2239 (14.537 min): VX013045.D (-2234) (-) m/z 131.10 100.00%
131
145
5000
91 105 160
39 51 63 77 14.20 14.40 14.60 14.80
0 - '! A2 "m/z 145.05 59.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146
5000
14.20 14.40 14.60 14.80
m/z 146.20 59.36%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
118
146 14.20 14.40 14.60 14.80
5000 m/z 118.05 53.63%
15 27 Blg 77
S S S U S S LA S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethy!-
131 14.20 14.40 14.60 14.80
146 m/z 115.10 33.46%
5000 o1
115
39 51 77
7 65
0 ||1|5|||||‘i‘||“l‘| |“l‘|‘ﬁ‘|‘”|||‘l||“|“|||“|||M||||“||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013045.D

Aca On : 14 Oct 2019 12:36

Operator : JC/SP

Sample - K5313-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .67 7.65 ug/l 84315 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 90
2 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 46
3 Benzene. 1-(1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 46
4 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 45
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 45
Abundance Scan 2261 (14.671 min): VX013045.D (-2252) (-) m/z 145.10 100.00%
5
5000
14.40 14.60 14.80 15.00
o} m/z 118.10 80.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-
145
5000
160 14.40 14.60 14.80 15.00
9 m/z 160.20 76.74%
28 39 51 g5 /7
04 15 ul Il
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
145 160
14.40 14.60 14.80 15.00
5000 m/z 117.15 43.70%
105 130
27 39 51 65 77 91 117
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- A EEaEs RS
145 14.40 14.60 14.80 15.00
m/z 131.10 39.52%
5000 160
91 105117
77
0 ..1.5|.2‘l7..“..5fl. |b:5...|....|....|...|....|....|....|....
m/z--> 20 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013045.D

Aca On : 14 Oct 2019 12:36

Operator : JC/SP

Sample - K5313-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.84 8.09 ug/Il 89153 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 2-methvl- 142 C11H10 000091-57-6 97
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 97
3 Bicvclol4.4_11undeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 94
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 93
5 Benzocycloheptatriene 142 C11H10 000264-09-5 90
Abundance Scan 2289 (14.842 min): VX013045.D (-2283) (-) m/z 142.10 100.00%
142
5000 115
63 74 129 14,60 14.80 15.00 15.20
39 51 89 158 : : .
ol 102 L1982 1ov 207 st 05 85 1%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142
5000 R SN SRR SURRUR R
115 14.60 14.80 15.00 15.20
m/z 115.10 41.62%
27 39 51 83 74 89 190 | 126

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

142

14.60 14.80 15.00 15.20

0,
5000 s m/z 148.10 16.20%

27 39 51 63 72 89 19p | 126

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

Abundance #19244: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141 14.60 14.80 15.00 15.20
115 m/z 128.95 15.22%
5000
39 51 63 89
ob 2l Rl 202 4020 W N R D
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013045.D

Aca On : 14 Oct 2019 12:36

Operator : JC/SP

Sample - K5313-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.24 8.93 ug/Il 98393 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 90
2 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 90
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 81
4 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 81
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 76
Abundance Scan 2354 (15.238 min): VX013045.D (-2348) (-) m/z 145.20 100.00%
145
5000
115130 160
39 37791 15.00 15.20 15.40 15.60
0 St 281 | "m/z 160.20  35.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30891: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145
5000 160
15.00 15.20 15.40 15.60
L, 91105 130 m/z 130.05 30.11%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145160
15.00 15.20 15.40 15.60
5000 m/z 128.10 28.31%
105 130
3953 779
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- L B RS M
145 15.00 15.20 15.40 15.60
m/z 115.00 27.69%
5000
128 160
15 39 4377 91105
0 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013045.D

Aca On : 14 Oct 2019 12:36

Operator : JC/SP

Sample - K5313-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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, 2,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.68 12.17 ug/Il 134073 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96

Abundance Scan 2426 (15.677 min): VX013045.D (-2418) (-) m/z 156.20 100.00%
141156
5000
115
51 | 15.40 15.60 15.80 16.00
o....,....1,..'l..,-'.l.'.-||',.‘.l..,1 ..:,.-I.'..|.. 2 281 | "m/z 141.10 97.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28469: Naphthalene, 2,3-dimethyl-
141156
5000
15.40 15.60 15.80 16.00
115 m/z 155.20 29.81%
5, 76
ol 27 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
141 15.40 15.60 15.80 16.00
5000 m/z 115.10 24 .82%
76 115
ol 13 21 st 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28476: Naphthalene, 1,4-dimethyl- i TS e 4 S
156 15.40 15.60 15.80 16.00
141 m/z 128.00 18.10%
5000
115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101419\
Data File : VX013045.D

Acq On : 14 Oct 2019 12:36

Operator : JC/SP

Sample - K5313-13

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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-_.. 13.63 5.4 ug/Il 59127 4 12.07 550880 50.0
Benzene, (1,2-dim... 13.71 5.4 ug/Il 59777 4 12.07 550880 50.0
1H-Indene, 2,3-di... 14.27 7.9 ug/l 87005 4 12.07 550880 50.0
Benzene, 1,3,5-tr... 14.43 5.7 ug/Il 62642 4 12.07 550880 50.0
Naphthalene, 1,2,... 14.54 6.0 ug”/Il 66002 4 12.07 550880 50.0
Naphthalene, 1,2,... 14.67 7.7 ug/l 84315 4 12.07 550880 50.0
Naphthalene, 2-me... 14.84 8.1 ug/Il 89153 4 12.07 550880 50.0
Benzene, 1-(2-but... 15.24 8.9 ug/Il 98393 4 12.07 550880 50.0
Naphthalene, 2,3-... 15.68 12.2 ug/I1 134073 4 12.07 550880 50.0
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