LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX032223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 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\82X101922W.M

Title : SW846 8260

Signal : TIC: VX@32223.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.294 30 34 37 rBV 4457 7632 1.11% 0.103%
2 2.386 205 213 225 rVB 9182 17904 2.61% 0.241%
3 5.385 694 705 721 rBV 83858 242532 35.39%  3.265%
4 5.556 721 733 746 rVW 139034 394390 57.55% 5.310%
5 5.958 787 799 812 rBV 94220 247656 36.14%  3.334%
6 6.763 921 931 946 rBvV 210787 500190 72.99% 6.734%
7 8.647 1234 1240 1249 rBV 436027 685243 100.00%  9.226%
8 10.055 1465 1471 1485 rVB 428731 569096 83.05% 7.662%
9 11.079 1634 1639 1653 rBV 364917 469322 68.49% 6.319%
10 11.231 1660 1664 1671 rVB2 5375 8949 1.31% 0.120%
11 11.402 1681 1692 1695 rBV 6382 13225 1.93% 0.178%
12 11.670 1732 1736 1741 rBV2 5397 7526 1.10% 0.101%
13 12.024 1788 1794 1801 rBV 412975 518510 75.67% 6.981%
14 12.085 1801 1804 1808 rBV 9927 12556 1.83% 0.169%
15 12.268 1828 1834 1838 rVB3 11060 17223 2.51% 0.232%
16 12.317 1838 1842 1849 rVB3 29061 47046 6.87% 0.633%
17 12.408 1853 1857 1863 rBV5 6474 12084 1.76% 0.163%
18 12.463 1863 1866 1873 rVB 8979 11915 1.74% 0.160%
19 12.615 1885 1891 1894 rBV 45400 56122 8.19% 0.756%
20 12.725 1899 1909 1914 rBV4 19443 44471 6.49% 0.599%
21 12.798 1916 1921 1925 rBV2 15761 24377 3.56% 0.328%
22 12.847 1925 1929 1934 rVB3 21573 33172 4.84% 0.447%
23 12.920 1934 1941 1945 rBV 29411 42582 6.21% 0.573%
24 12.963 1945 1948 1955 rVB2 13057 17811 2.60%  0.240%
25 13.042 1955 1961 1964 rBV3 22042 50531 7.37% 0.680%
26 13.067 1964 1965 1968 rVB 10223 8657 1.26% 0.117%
27 13.140 1974 1977 1978 rBV2 15895 16550 2.42% 0.223%
28 13.213 1984 1989 1992 rBV3 19869 25125 3.67% 0.338%
29 13.262 1992 1997 1999 rBV4 24631 39676 5.79% 0.534%
30 13.292 1999 2002 2007 rVB3 33427 51623 7.53% 0.695%
31 13.371 2012 2015 2020 rVvV 27092 38493 5.62% 0.518%
32 13.426 2020 2024 2033 rVB3 20556 42984 6.27% 0.579%
33 13.505 2033 2037 2040 rBV4 15288 24471 3.57% 0.329%
34 13.548 2040 2044 2046 rVvV 24949 33135 4.84% 0.446%
35 13.579 2046 2049 2055 rVW3 76540 143534 20.95%  1.933%
36 13.640 2056 2059 2060 rvv 38524 44108 6.44% 0.594%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX032223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 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\82X101922W.M
Title : SW846 8260
37 13.664 2060 2063 2069 rVV2 60596 104633 15.27% 1.409%
38 13.719 2069 2072 2074 rVWVW 9321 12423 1.81% 0.167%
39 13.749 2075 2077 2081 rVB2 12061 13979 2.04% 0.188%
40 13.798 2081 2085 2088 rBV3 15901 22162  3.23%  0.298%
41 13.853 2088 2094 2099 rVB3 66605 104170 15.20% 1.403%
42 13.926 2099 2106 2111 rBV3 102424 159383 23.26% 2.146%
43 13.969 2111 2113 2117 rWJ2 19043 25202 3.68% 0.339%
44 14.005 2117 2119 2122 rW 15312 18862 2.75% 0.254%
45 14.036 2122 2124 2127 rVB2 18987 18203 2.66% 0.245%
46 14.072 2127 2130 2134 rBvV3 30703 40475 5.91% 0.545%
47 14.164 2142 2145 2148 rVB2 13526 14068 2.05% ©0.189%
48 14.213 2148 2153 2163 rBV2 120669 250880 36.61% 3.378%
49 14.286 2163 2165 2167 rVvV 11376 10568 1.54% 0.142%
50 14.322 2167 2171 2175 rVV 48573 59850 8.73% 0.806%
51 14.371 2175 2179 2183 rVV 106158 130994 19.12% 1.764%
52 14.420 2183 2187 2192 rVB2 28874 45685 6.67% 0.615%
53 14.481 2192 2197 2202 rBV2 130296 190561 27.81% 2.566%
54 14.524 2202 2204 2208 rVV3 10653 10542 1.54% 0.142%
55 14.615 2215 2219 2225 rBV3 131526 217656 31.76%  2.930%
56 14.670 2225 2228 2233 rVB 103267 139546 20.36% 1.879%
57 14.731 2233 2238 2240 rBV 32034 46319 6.76% 0.624%
58 14.755 2240 2242 2245 rVB3 22504 21088 3.08% 0.284%
59 14.816 2245 2252 2255 rBv2 72721 123605 18.04% 1.664%
60 14.847 2255 2257 2261 rVB2 58072 65158 9.51% 0.877%
61 14.902 2261 2266 2273 rBV2 67437 129271 18.86% 1.740%
62 15.054 2284 2291 2295 rBV2 30269 54858 8.01% 0.739%
63 15.109 2296 2300 2302 rvv4 5193 7143 1.04% 0.096%
64 15.182 2307 2312 2320 rVV 125001 258273 37.69% 3.477%
65 15.255 2320 2324 2331 rVW7 23179 59362 8.66% 0.799%
66 15.328 2331 2336 2339 rVB5 10343 16478 2.40%  0.222%
67 15.377 2339 2344 2352 rBV4 29577 53231 7.77% 0.717%
68 15.481 2357 2361 2365 rVV2 52562 90430 13.20% 1.218%
69 15.529 2365 2369 2373 rvv2 35453 65498 9.56% 0.882%
70 15.572 2373 2376 2378 rVV3 15746 23324  3.40% 0.314%
71 15.609 2378 2382 2387 rVV3 35421 66858 9.76%  0.900%
72 15.651 2387 2389 2397 rVB6 20378 35234 5.14% 0.474%
73 15.725 2397 2401 2403 rBV5 5634 9040 1.32% 0.122%
74 15.755 2403 2406 2409 rBV3 6846 9914 1.45% 0.133%
75 15.847 2417 2421 2425 rBV5 15829 27763 4.05% 0.374%
76 15.889 2425 2428 2434 rVB4 12427 22834 3.33% 0.307%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX032223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 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\82X101922W.M

Title : SW846 8260

77 16.023 2447 2450 2456 rVB3 15740 25021 3.65% ©0.337%

78 16.090 2456 2461 2464 rBV2 15323 27164 3.96% 0.366%

79 16.298 2491 2495 2499 rVB6 7446 12754 1.86% 0.172%

80 16.377 2500 2508 2512 rBvV4 11946 28652 4.18% ©0.386%

81 16.517 2528 2531 2534 rBV2 6021 10052 1.47% 0.135%

82 16.596 2541 2544 2548 rVB3 7653 12414 1.81% 0.167%

83 16.657 2549 2554 2560 rVB4 8139 15331 2.24%  0.206%
Sum of corrected areas: 7427332
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

Abundance TIC: VX032223.D\data.ms
400000
350000
300000
250000
200000
150000 5.556
100000 5385 5.958

50000
1.294 2.386

VAN
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance TIC: VX032223.D\data.ms
8.647 10.p55

o

400000
11.079
350000

300000
250000
6.763
200000
150000
100000

50000
&1.23.]1.402

0 — —— — — — —— —4 — A
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX032223.D\data.ms

400000
350000
300000
250000
200000
150000

100000

50000
11.670 y
(0 R T

T ‘ T
Time--> 12.00 12.50 13.00

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.579 13.84 ug/l 143534  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 76
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 62
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 58
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 58
51,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 52
Abundance Scan 2049 (13.579 min): VX032223.D\data.ms (-2046) (- m/z 133.15 100.00%
133.2
91.0 NI B
39.0 65.0 m ‘ 13.50
O bt etk Ml 3602 2072 o 148 00 29.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26394: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
g, 11
5000 AR
13.50
77.0 m/z 131.05  25.07%
27.0 510 |
O' i\“\\‘\\‘\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
NIV 1L ‘
13.50
5000 m/z 119.10 22.36%
105.0
39.0 77.0
50 ) b L]
0\\M_w\w\HWVNHNHNNWWWJN\J\‘HH\_\\W\\H,\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 UK
Abundance #26356: Benzene, pentamethyl- ‘ T I
133.0 13.50
m/z 115.10 16.58%
5000
410 g5q 910
0 H\‘Wm\WHWHMM\JWHM\HV\prww\U\w\\u‘\\u,\u\ =
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14

Operator JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
. SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, (2-methyl-1-butenyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.926  15.37 ug/1 159383 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 92
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 92
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 89
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83

Abundance Scan 2106 (13.926 min): VX032223.D\data.ms (-2099) (- m/z 131.05 100.00%
131.1
5000
91.1
39.1 650 9 160.1 14.00
| R P MO0 Y 22 m/z 146.20  37.93%
miz--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 O
14.00
m/z 117.10 36.21%
65.0 4
Ot T \‘\‘\3\9“"9\‘\‘\ T M T \“‘ - ‘Wl\l\ u‘?\‘”‘! T \H\ I
miz--> 20 40 60 80 100 120 140 160
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
\ T ‘ T
14.00
5000 m/z 91.10 32.26%
91.0
39.0 630 ‘
o B0 T L oy
m/z--> 20 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- ——
131.0 14.00
m/z 115.10 31.25%
- MLN/M
39.0 91.0
L1880 T 1130 || 1490
Ol Al S—
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.213  24.19 ug/1 250880 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 76
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 76
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 74
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 74
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 74

Abundance Scan 2153 (14.213 min): VX032223.D\data.ms (-2148) (- m/z 131.05 100.00%
131.1

5000
91.1
01 650 | b M 160.2 14.00 14.50
Ol bbb B0 L L 1808 s 146,15 31.22%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 RUNA : M

14.00 14.50
m/z 115.05 23.42%

270 510 91.0
O T \‘\ ‘ \“\ T \"‘\ \“;‘\ “}‘7\]_‘\.\ ‘ T f‘\ T ‘J\"]\-J\-llp‘ \M T ‘ \‘ ‘f T ‘ TT 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0

— —
14.00 14.50

5000 m/z 145.05 22.37%
39.0 91.0
63.0
o 230 1 L0, o g
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- M i 7
131.0 14.00 14.50

m/z 133.20 20.18%

5000
390 91.0
0 630 ‘
o RN Rl ;L;;M I

T T
m/z--> 20 40 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\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.371 12.63 ug/1 130994 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 78
2 1,4-Methanonaphthalen-9-01, 1,2,... 160 C11H120 055255-94-2 46
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 45
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 43

Abundance Scan 2179 (14.371 min): VX032223.D\data.ms (-2175) (| | m/z 131.85 100.00%
31.1

5000
91.0 160.2 i~ el
51.0 70% ‘ 14.00 14.50
ol ety BIUE WLl m/z 145.20  87.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 4V8 AUV,
14.00 14.50
115.0 m/z 146.20 36.93%
39.0  65.0 91.0 ‘
O\H.‘\‘H\“\\“\“\“\“\‘\\““H“H“‘\HM\ H“‘M\H“‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #36200: 1,4-Methanonaphthalen-9-ol, 1,2,3,4-tetrahydro-

131.0 /NAAJM
e e
14.00 14.50
5000 m/z 115.10 34.29%
160.0
27.0 510 71. 91"0 h
0 \H‘\‘H\“m“cw“c‘m”w‘mu“‘lu\“\ P
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)- o —
131.0 14.00 14.50
m/z 129.05 32.58%
5000 91.0
65.0 ‘
o‘““w?%P‘ﬂ‘_H‘Jq‘um‘w“w‘wu“ﬂh‘w“““ SA e
m/z--> 20 40 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\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.481 18.38 ug/l 190561 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 68
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 55
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 53
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 53
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 53
Abundance Scan 2197 (14.481 min): VX032223.D\data.ms (-2192) (| m/z 131.00 100.00%
131.0
5000
105. P
39.0 77.0 160.2 14.50
0 2091 ;11865 48.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 105.0 14.50
m/z 146.20 43.00%

39.0 77.0
0 R |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

14.50
m/z 145.20  38.21%

5000

o! T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)- 4
131.0 14.50
m/z 115.10 32.13%
91.0
5000
39.0
15.0 6.0 ‘
0! e EAREEERASSE e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14

Operator JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC Library
TIC Integration Parameters:

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.615 20.99 ug/l 217656 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 89
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 76
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 64
5 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 62

Abundance Scan 2219 (14.615 min): VX032223.D\data.ms (-2215) (-

m/z 118.10 100.00%

118.1
145.2
5000
91.0
390 71 ﬁ ‘ 14.50 15.00
Y 1 O 5 T O 5 B A PO VT SE TR L WY
miz--> 60 80 100 120 140 160 180
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 L BAN
14.50 15.00
91.0 m/z 160.15  70.73%
28.0 51.0
0\\\‘\M‘\\“\\““\“\‘7\]‘_\%“\\‘\\“U\\ \\“‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
e =
160.0 14.50 15.00
5000 ITI/Z 117.10 52.49%
39.0 91.0
‘ ‘ 141,0
0 H““HH‘NNwm‘uwwu“Nw‘ ‘WW‘HW“‘W‘
miz--> 60 80 100 120 140 160 180
Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- 5 —
118.0 14.50 15.00
160.0 m/z 115.05 37.29%
5000
300 es0 MO ‘ a0 |
1 S PR S R PP . —
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 1-(1-methylethenyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.670  13.46 ug/l 139546  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 90
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 90
3 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 87
4 Benzene, (2,2-dimethyl-1-methyle... 160 C12H16 005676-29-9 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 87
Abundance Scan 2228 (14.670 min): VX032223.D\data.ms (-2225) (- | m/z 145.15 100.00%
145.2
5000
S 1450 1500
39.0 65.0 H ‘ : :
) Sl e o M w“ bl ol 41742 h 7 160.20  26.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
5000 JVAAAA ! 1 ‘J
117.0 14.50 15.00
91.0 m/z 117.10 22.62%
65.0 ‘ ‘
O\\lwsw.?\hH“‘H\\‘M‘\‘\H‘H‘H‘H“‘ M\ ‘\\“\‘\\\“\\\\ 1
miz--> 20 60 80 100 120 140 160
Abundance #36254.1H4ndene,Zs—mhydnrqu3¢nmeﬂwh
145.0
5 —
14.50 15.00
5000 m/z 115.05 20.35%
115.0
6s0 9O Ty |
R RS A | A FR R
m/z--> 20 40 60 80 100 120 140 160
Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl- — ——
145.0 14.50 15.00
m/z 91.05 18.37%
5000
150 39.0 115.0
ob b 880 T L LG LA
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Ethanone, 1-[4-(1-methyleth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.816  11.92 ug/1 123605 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-[4-(1-methylethenyl)... 160 C11H120 005359-04-6 87
2 Benzene, 1-(1-methylethenyl)-3-(... 168 C12H16 001129-29-9 64
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 62
5 1H-Indene, 2,3-dihydro-1,1,5-tri... 168 C12H16 040650-41-7 53
Abundance Scan 2252 (14.816 min): VX032223.D\data.ms (-2245) (- m/z 145.05 100.00%
1451
- T M
91.0 4 AV
39.0 50 ‘ ‘ ras 14.50 15.00
Ot el bttt e Ml 17842070 o 160 15 57.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #36186: Ethanone, 1-[4-(1- methylethenyl)phenyl]
145.0
5000 \A/\ : NI
115.0 14.50 15.00
m/z 131.05 54.11%
430 o 910
O \]-\5\‘0\\\\“‘\\“\\‘\\\\‘\\‘\\‘\\\1"\\\\’\“\\\"\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
== P
14.50 15.00
5000 m/z 118.10 48.50%
117.0
41.0 50 ‘
NEEE TN O O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- = .
145.0 14.50 15.00
m/z 117.10 33.14%
5000
91.0
39.0 ‘ 115.0
o‘1‘5“0“‘H“m‘mm“HH“‘:“H S S e VAl
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\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Naphthalene, 6-ethyl-1,2,3,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.902 12.47 ug/l 129271 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 6-ethyl-1,2,3,4-tet... 160 C12H16 022531-20-0 94
2 Naphthalene, 5-ethyl-1,2,3,4-tet... 160 C12H16 042775-75-7 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 59
4 1H-Indene, 2,3-dihydro-4-propyl- 160 C12H16 092013-16-6 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 53
Abundance Scan 2266 (14.902 min): VX032223.D\data.ms (-2261) (- m/z 131.05 100.00%
131.1
5000
160.2
91.1 T d “Od
511 H M 14.5 15.
) el “‘w‘w“*w!‘w el 881 Tm/z 145,20 33.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36265: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-
131.0
5000 P4 AN
1600 1450 15.00
91.0 m/z 160.15  30.89%
150 329 650
0- ‘\‘”HH“‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36264: Naphthalene, 5-ethyl-1,2,3,4-tetrahydro-
131.0
= B
14.50 15.00
5000 m/z 117.10 24 .89%
91.0 160.0
w0 a0 | |
X ST P ¥ N VIR P S N A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- i —
131.0 14.50 15.00
m/z 115.10 24.22%
5000 105.0
39.0 77.0 ‘
0“‘W‘Mub‘ﬂhymﬂwmuw‘ﬂm‘ WJL‘W“H“‘H“H‘ P e
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\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.182  24.91 ug/1 258273  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 83
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 83
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 76

Abundance Scan 2312 (15.182 min): VX032223.D\data.ms (-2307) (- m/z 145.20 100.00%

145.2
5000

115.1

AV
39.0 770 M JM 15.00 15.50
P T
-

o TR 1902 2810 n/7 160.20  34.22%

miz--> 50 100 150 200 250
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0

5000 T T
15.00 15.50
m/z 130.00 21.66%

105.0 ‘
39.0
T T ‘\ ‘\‘ ‘h \K]\..R \‘ “‘ T MH ‘H\‘ \‘h‘ ‘ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0

e
15.00 15.50
5000 m/z 129.05  21.03%

115.
390 770 ‘
I 5 ) I
m/z--> 50 100 150 200 250

Abundance #36301: Naphthalene, 1,2,3,4-tetrahydro-5,7-dimethyl- —
145.0 15.00 15.50

m/z 115.10  19.53%

5000
39.0 77.0‘ l‘l‘fﬁ.(ﬂ‘ B
P
[

o IR TR e S — N
miz--> 50 100 150 200 250 15.00 15.50

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX@32223.D

Acqg On : 19 Oct 2022 21:14
Operator : JC/MD

Sample : N5170-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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, 1l-ethy... 13.579 13.8 ug/l 143534 4 12.024 518510 50.0
Benzene, (2-met... 13.926 15.4 ug/1l 159383 4 12.024 518510 50.0
1H-Indene, 2,3-... 14.213 24.2 ug/l 250880 4 12.024 518510 50.0
Benzene, 1,3,5-... 14.371  12.6 ug/l 130994 4 12.024 518510 50.0
Naphthalene, 1,... 14.481 18.4 ug/l 190561 4 12.024 518510 50.0
Naphthalene, 1,... 14.615 21.0 ug/l 217656 4 12.024 518510 50.0
Benzene, 1-(1-m... 14.670 13.5 wug/l 139546 4 12.024 518510 50.0
Ethanone, 1-[4-... 14.816 11.9 ug/l 123605 4 12.024 518510 50.0
Naphthalene, 6-... 14.902 12.5 ug/l 129271 4 12.024 518510 50.0
Naphthalene, 1,... 15.182 24.9 ug/l 258273 4 12.024 518510 50.0
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