LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On ¢ 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X081721W.M

Title : SW846 8260

Signal : TIC: VX@24016.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.397 694 707 723 rBV2 98995 290891 10.87% 1.572%
2 5.562 723 734 749 rVB 165501 467679 17.47% 2.527%
3 5.964 788 800 810 rBV 112749 300919 11.24% 1.626%
4 6.769 923 932 946 rBV 263059 627554 23.44%  3.391%
5 8.653 1232 1241 1249 rBV 569401 870422 32.51% 4.703%
6 10.055 1461 1471 1477 rBV 566641 775137 28.95% 4.188%
7 10.872 1598 1605 1608 rBV 34402 55783 2.08% 0.301%
8 10.957 1614 1619 1626 rVB4 26774 46347 1.73% 0.250%
9 11.085 1634 1640 1646 rBV 486780 620172 23.17% 3.351%
10 11.171 1650 1654 1660 rVB2 19217 33838 1.26% 0.183%
11 11.640 1728 1731 1738 rVB 37780 52024 1.94% 0.281%
12 11.732 1738 1746 1754 rVB6 13406 31934 1.19% 0.173%
13 11.914 1769 1776 1781 rBv4 21510 46304 1.73% 0.250%
14 12.024 1789 1794 1801 rVB 574061 708784 26.48%  3.829%
15 12.091 1801 1805 1807 rBv4 20945 31701 1.18% 0.171%
16 12.146 1811 1814 1821 rVB5 21358 36129 1.35% 0.195%
17 12.244 1825 1830 1834 rBV2 135161 189691 7.09% 1.025%
18 12.286 1834 1837 1840 rVV 52985 68297 2.55% 0.369%
19 12.335 1840 1845 1851 rVB3 73741 119393 4.46% 0.645%
20 12.408 1853 1857 1863 rBv4 26721 41890 1.56% 0.226%
21 12.542 1872 1879 1883 rBv4 23179 50848 1.90% 0.275%
22 12.616 1887 1891 1894 rBV 108334 121738 4.55% 0.658%
23 12.701 1901 1905 1913 rVB3 95569 157493 5.88% 0.851%
24 12.847 1923 1929 1933 rBV5 19553 33136 1.24% 0.179%
25 12.926 1935 1942 1945 rVW 143643 205792 7.69% 1.112%
26 12.957 1945 1947 1954 rW7 21257 41734 1.56% 0.225%
27 13.024 1954 1958 1964 rVB5 30577 49940 1.87% 0.270%
28 13.097 1964 1970 1974 rBV3 24171 49934 1.87% 0.270%
29 13.140 1974 1977 1979 rVvv2 48552 63046 2.36% 0.341%
30 13.170 1979 1982 1992 rVV 111180 163445 6.11% 0.883%
31 13.262 1992 1997 1998 rVvV2 35994 46036 1.72% 0.249%
32 13.292 1998 2002 2008 rVvV2 269603 404248 15.10% 2.184%
33 13.372 2012 2015 2018 rVw 38307 48254 1.80% 0.261%
34 13.426 2019 2024 2029 rVB6 21784 42883 1.60% 0.232%
35 13.512 2034 2038 2040 rBV3 58240 71766  2.68% ©0.388%
36 13.548 2040 2044 2046 rVV 79943 95632 3.57% 0.517%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On ¢ 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X081721W.M
Title : SW846 8260
37 13.585 2046 2050 2055 rVB4 105304 145591 5.44% 0.787%
38 13.664 2060 2063 2070 rVvB2 128157 233918 8.74% 1.264%
39 13.798 2082 2085 2090 rVB2 29546 41620 1.55% 0.225%
40 13.853 2090 2094 2100 rBV 57359 82744  3.09% 0.447%
41 13.926 2100 2106 2110 rBV2 106646 154020 5.75% 0.832%
42 13.975 2110 2114 2117 rVB 48040 58511 2.19% 0.316%
43 14.079 2126 2131 2134 rBV 145061 181538 6.78% 0.981%
44 14.219 2149 2154 2163 rBvV2 214593 400617 14.96% 2.164%
45 14.323 2167 2171 2175 rBV 104450 118106 4.41% 0.638%
46 14.377 2175 2180 2185 rBV3 222490 303502 11.34% 1.640%
47 14.420 2185 2187 2192 rVB2 29236 35579 1.33% 0.192%
48 14.481 2192 2197 2202 rBV2 165203 248746  9.29%  1.344%
49 14.603 2210 2217 2221 rBv2 97073 210745 7.87% 1.139%
50 14.640 2221 2223 2226 rVWV2 72927 100170 3.74% 0.541%
51 14.676 2227 2229 2233 rVB 62810 70584  2.64% 0.381%
52 14.725 2233 2237 2241 rBv2 44486 56071 2.09% 0.303%
53 14.780 2241 2246 2255 rBV 2062567 2677064 100.00% 14.464%
54 14.902 2261 2266 2271 rBV6 28042 55599 2.08% 0.300%
55 15.054 2287 2291 2297 rVB8 26672 36756 1.37% 0.199%
56 15.188 2307 2313 2319 rVB 85614 138800 5.18% 0.750%
57 15.255 2319 2324 2332 rVB7 29408 56271 2.10% 0.304%
58 15.377 2337 2344 2346 rBV2 99153 153352 5.73% 0.829%
59 15.408 2346 2349 2354 rVB 160076 233085 8.71% 1.259%
60 15.481 2355 2361 2365 rBV 720776 1110938 41.50% 6.002%
61 15.615 2374 2383 2387 rBV 1077144 1711960 63.95% 9.249%
62 15.652 2387 2389 2396 rVB 517057 681189 25.45% 3.680%
63 15.737 2396 2403 2410 rBV 51899 127485 4.76% 0.689%
64 15.841 2411 2420 2430 rVB2 313018 807357 30.16% 4.362%
65 15.987 2438 2444 2456 rVB 220757 425911 15.91% 2.301%
66 16.164 2466 2473 2475 rBV5 18378 34916 1.30% 0.189%
67 16.200 2476 2479 2484 rVB5 28215 40558 1.52% ©0.219%
68 16.273 2486 2491 2492 rBvV2 17351 28740 1.07%  0.155%
69 16.353 2497 2504 2508 rVV3 55882 125485 4.69% 0.678%
70 16.475 2520 2524 2530 rVB2 39655 73340 2.74% 0.396%
71 16.566 2530 2539 2540 rVV5 30827 76126  2.84% 0.411%
72 16.603 2540 2545 2550 rVvV 87864 183975 6.87% 0.994%

73 16.658 2550 2554 2572 rVB2 77815 226996  8.48%  1.226%

Sum of corrected areas: 18508779
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3561-17
: 5.0mL/MSVOA_X/WATER
. 13

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\

: VX024016.D
: 30 Aug 2021 15:52

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On : 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.292  28.52 ug/l 404248 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 86
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1OH12 002039-90-9 70
5 2,4-Dimethylstyrene 132 C10H12 002234-20-0 64

Abundance Scan 2002 (13.292 min): VX024016.D\data.ms (-1998) (- m/z 117.10 100.00%

117.1
5000
132.1
91.1 P : r4k¥~
5.0 . ‘ H 13.00 13.50
\\\’\\\\“\\“\‘\““H\\\+‘\\‘1\‘M\H\\\H"\‘“‘\‘\‘\ m/Z 119.10 56.70%
m/z--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 13.00 13.50
51.0 m/z 132.05 33.40%
27.0 | ‘ ‘
\\\’\\\\‘\\‘H\“‘H‘\\H\‘\\‘}\“H‘\\\"\‘U\‘\‘\
m/z--> 20 40 80 100 120 140
Abundance #16107.1—Phenykl—mﬁene
117.0 ANMA
e A
13.00 13.50
5000 132.0 m/z 115.00 32.78%
91.0
70, %0 w0 |
SRNESESSans S SN SRS N neINNF MRS | MR /HA
m/z--> 20 40 60 80 100 120 140 L
Abundance #16106: 3-Phenylbut-1-ene e =
117.0 13.00 13.50
m/z 134.05 22.40%
5000
91.0 132.0
39.0 ‘
65.0
e J“‘M‘ ww“HV ‘MH“H ‘MW“!‘,‘MM“ ‘ = ‘ ‘AFA%J
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On : 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.219  28.26 ug/l 400617 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 Benzene, (1,2-dimethyl-1- propenyl)- 146 C11H14 000769-57-3 87
Abundance Scan 2154 (14.219 min): VX024016.D\data.ms (-2149) (- m/z 131.05 100.00%
131.1
5000
91.0
390 650 | qqqq [ | 1602 1400 1450
SRSy A S PR MR bt m/z 146.00  34.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 MMA : Ly
14.00 14.50
m/z 115.0 19.83%
65.0 91.0
\\\\‘\\\3\9“.0\\‘\\“M\‘\\“\\‘\\‘\\\h“\‘w\‘\“\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0
14 00 14 50
5000 m/z 128.0 15.17%
39.0 91_
63.0
EL NSRS LA 1.1 I
miz--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 1400 1450
m/z 14.33%
5000
390 91.0 NL
0 630 ‘
“‘W‘M“M‘ﬂh‘m“m““p}uﬂ mJ‘}HQQ““
m/z--> 20 40 60 80 100 120 140 160 1400 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On : 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.378 21.41 ug/1 303502 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 58
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 53
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 53
4 Ethyl-2-benzofuran 146 C10OH100 003131-63-3 50
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 49
Abundance Scan 2180 (14.377 min): VX024016.D\data.ms (-2175) (- m/z 131.05 100.00%
131.1
5000
91.0
390 63.0 ‘ \ 160.2 14.00 14.50
SN U P T O 22 1803 ;m/z 145.15  63.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 T T
14.00 14.50
39.0 m/z 146.00  38.51%
\\\\‘\\\\"“\\“}‘\‘H‘H\\‘\\}\“H H‘ M\‘\“\\\‘\\\\‘\\
miz-> 20 60 80 100 120 140 160 180
Abundance #25031. 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 M
- A e e
14.00 14.50
5000 m/z 135.00 34.94%
39.0 91.0
63.0
S P W N - Y A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25010: Benzene, (3-methyl-2-butenyl)- = =
131.0 14.00 14.50
m/z 136.05  28.52%
91.0
5000
39.0
‘ 65 o
H RIS SEY  S PR |
m/z--> 20 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On : 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.481 17.55 ug/1l 248746  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 90
3 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 68
4 2-Propenal, 3-(4-methylphenyl)- 146 C10H1e0 001504-75-2 64
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 64

Abundance Scan 2197 (14.481 min): VX024016.D\data.ms (-2192) (- m/z 131.05 100.00%
131.1

5000
105.1
39.0 7.0 ‘ 160.2 14.50
e Al el Ml 1802 s 18 05 62.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
39.0 91.0 14.50
15.0 63.0 m/z 146.20 54.04%
’ ’\‘\‘}\“‘\‘\\ ‘\‘“!\"\“\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
U
14.50
5000 m/z 115.10  36.59%
|
miz-> 20 40 60 80 100 120 140 160 180
Abundance #24956: 2-Propyn-1-ol, 3-(4-methylphenyl)-
146.0 14.50
m/z 117.10 35.16%
5000 115.0
85.0
i
e ik e A W
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On : 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.780 188.85 ug/l 2677060 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 91
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 72

Abundance Scan 2246 (14.780 min): VX024016.D\data.ms (-2241) (-  m/z 142.05 100.00%

142.1
5000 115.1

63.0 89.0 14 50 15 00
e ML 1721 2071 0 941 00 89.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000
115.0 14 50 15 00

m/z 115.10  39.37%

‘\\\\‘\59\\“‘7%\?‘\9\}2\\‘\\\\‘\\\\"‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
——

T
14.50 15.00

m/z 139.05 11.62%
5000 115.0

39.0 630 89.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —— ——
141.0 14.50 15.00

m/z 143.05 11.61%

5000 115.0

39.0 630 ggp ‘

\“HH‘“H\MWW\‘“‘\‘H‘\‘H‘ww“\w“\w“w“‘ L .

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On : 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.481 78.37 ug/l 1110940 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 2361 (15.481 min): VX024016.D\data.ms (-2355) (- m/z 156.10 100.00%
15p.1

5000
1151
51.0 77.1 ‘5 ‘ 15.50
‘H‘Hm‘mw“ml‘umwuH;,u“h“f“mww‘}‘??;?_m m/z 141.05  71.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 L
15.50
o 770 115.0 m/z 155.10 34.86%
\\\‘2\7‘\'\0\“\\“\.\““1 \‘\HH“\‘\‘\\“\\\‘\’\“!‘\\"‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
o
15.50
5000 ITI/Z 115.10 16.53%
770 115.0
51.0 :
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33150: Naphthalene, 2,3-dimethyl- =
156.0 15.50
m/z 128.00 15.28%
5000
6.0 115.0
AT S W | I I RS
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On : 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.615 120.77 ug/l 1711960 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 2383 (15.615 min): VX024016.D\data.ms (-2374) (- m/z 156.10 100.00%

156.1
5000
1151
510 770 ‘ 15.50 16.00
) NN I o mwH‘:_“!M““AM‘H??P;‘SW m/z 141.85  90.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 AL L
15.50 16.00
115.0 m/z 155.15  28.14%
76.0 ‘
51.0
\\\\‘2\7\\0\‘\\\\‘h\‘\”““\\‘\\‘\\\\‘\“!‘\\“\\M‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
N A
15.50 16.00
5000 510 m/z 115.10  21.19%
77.0 115.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33158: Naphthalene, 1,3-dimethyl- = ==
156.0 15.50 16.00
m/z 128.00 17.93%
5000
115.0
27.0 51.0 76.0 ‘ ‘
S T R PRI Y T ' A AVAWAWIW
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On : 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Naphthalene, 2,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.652  48.05 ug/l 681189 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95

Abundance Scan 2389 (15.652 min): VX024016.D\data.ms (-2387) (- m/z 156.10 100.00%
5

156.1
5000
s00 70 115.0 15.50 16.00
. 207.0 281. o
0! e m/z 141,85 72.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000
15.50 16.00
770 m/z 155.10 34.08%
) 115.0
\H‘\\3\\9“-\0\‘\\"1H‘H"\\H‘\\\‘\‘\‘1‘\\‘“\\‘”‘“H\\‘\H\’HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
P ~
15.50 16.00
5000 ITI/Z 128.05 15.47%
77.0 115.0
39.0
T R R R e E TR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33165: Naphthalene, 1,5-dimethyl- = ==
156.0 15.50 16.00
m/z 115.00 14.03%
5000
77.0 1150
B R e UnJ AN
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

82X081721W.M Tue Aug 31 17:32:48 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On : 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Naphthalene, 1,2-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.841 56.95 ug/l 807357 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2420 (15.841 min): VX024016.D\data.ms (-2411) (- m/z 156.10 100.00%
15p.1

5000
115.1 - L
510 76.1 ‘ m 15.50 16.00
m‘Hm‘HM‘WU“mww:_““mh“w 202 m/z 141.05  92.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
115.0 m/z 155.10  26.87%
76.0 ‘
51.0
\\\‘2\7‘\.9\“\\“\\“‘h‘\‘\”““\‘\‘\\“\\\}‘\“J‘\\“‘\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
15.50 16.00
5000 510 m/z 115.10  22.52%
77.0 115.0
Ty
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33152: Naphthalene, 2,6-dimethyl- = ==
156.0 15.50 16.00
m/z 128.05 17.49%
: M\A/U
77.0 115.0
51.0
1 el O Y 1 . VA Wi
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On : 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 1,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.987 30.05 ug/l 425911 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 2444 (15.987 min): VX024016.D\data.ms (-2438) (- m/z 141.00 100.00%

141.0
5000
115.1 L
510 771 ‘ %m 16.00
o‘“_‘H\‘muﬂwwh‘m‘pueuu$uﬂu"%7%?H?9?§“H m/z 156.05  79.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000 T

16.00
m/z 115.10 24.61%

76.0 115.0
\\\‘2\8‘\.\0\“\5\]‘-\.\0‘”\\\‘!H‘\\‘\\‘\\\‘i‘\‘1‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
e

16.00
5000 ITI/Z 155.15 16.76%
76.0 115.0
H*%zpﬂéﬁ9ﬂ*NMH”*w*w\w“”w“www*w**www*w** \ﬂq/kk
m/z--> 20 40 60 80 100 120 140 160 180 200 220 W
Abundance #33135: Naphthalene, 1,3-dimethyl- : /‘\ —
156.0 16.00

m/z 128.05 16.03%

5000
oo 1150
270 510 Arerereab el S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083021\
Data File : VX024016.D

Acqg On : 30 Aug 2021 15:52
Operator : JC/MD

Sample : M3561-17

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 2-ethe... 13.292 28.5 ug/l 404248 4 12.024 708784 50.0
1H-Indene, 2,3-... 14.219 28.3 ug/l 400617 4 12.024 708784 50.0
Benzene, (1,2-d... 14.378 21.4 ug/l 303502 4 12.024 708784 50.0
Naphthalene, 1,... 14.481 17.6 ug/l 248746 4 12.024 708784 50.0
Naphthalene, 1-... 14.780 188.8 ug/l 2677060 4 12.024 708784 50.0
Naphthalene, 2,... 15.481 78.4 ug/l 1110940 4 12.024 708784 50.0
Naphthalene, 2,... 15.615 120.8 wug/l 1711960 4 12.024 708784 50.0
Naphthalene, 2,... 15.652 48.0 ug/l 681189 4 12.024 708784 50.0
Naphthalene, 1,... 15.841 57.0 ug/l 807357 4 12.024 708784 50.0
Naphthalene, 1,... 15.987 30.1 wug/l 425911 4 12.024 708784 50.0
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