LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
Data File : VX043264.D

Acq On : 03 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 22  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\82X100124W.M

Title : SW846 8260

Signal : TIC: VXe43264.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.240 22 25 39 rBV 30688 47135 4.91% 0.360%
2 2.386 206 213 220 rVB 6028 10870 1.13% 0.083%
3 2.940 297 304 318 rVB 11199 30277 3.16% 0.231%
4 5.385 693 705 720 rBV2 58909 178044 18.56% 1.361%
5 5.550 720 732 746 rBV 92279 261803 27.29% 2.001%
6 5.952 789 798 814 rBV 72522 188660 19.67% 1.442%
7 6.757 920 930 945 rBV 156073 380342 39.65% 2.907%
8 8.647 1234 1240 1256 rBV 323086 512697 53.45% 3.918%
9 10.055 1465 1471 1486 rBV 304565 438266 45.69% 3.349%
10 11.079 1634 1639 1651 rBvV 250614 333439 34.76% 2.548%
11 11.476 1702 1704 1712 rVB 8687 10529 1.10% 0.080%
12 12.024 1788 1794 1799 rBV 297505 400190 41.72% 3.058%
13 12.085 1800 1804 1811 rVB 60338 81817 8.53% 0.625%
14 12.170 1815 1818 1825 rVB3 9835 13271 1.38% 0.101%
15 12.250 1825 1831 1832 rBv2 15135 20827 2.17% 0.159%
16 12.268 1832 1834 1838 rVB 20951 22002 2.29% 0.168%
17 12.317 1838 1842 1848 rVB2 84338 111186 11.59% 0.850%
18 12.420 1848 1859 1863 rBV 63779 90265 9.41% 0.690%
19 12.463 1863 1866 1872 rVB 21511 29854 3.11% 0.228%
20 12.530 1872 1877 1879 rBV 31110 42840 4.47% 0.327%
21 12.555 1879 1881 1884 rVV 26038 26183 2.73% 0.200%
22 12.609 1886 1890 1894 rVB 101763 115513 12.04% 0.883%
23 12.719 1899 1908 1913 rBV6 32961 97527 10.17% 0.745%
24 12.798 1917 1921 1922 rBV2 17469 21289 2.22% 0.163%
25 12.847 1926 1929 1933 rVB 55128 61595 6.42% 0.471%

26 12.920 1933 1941 1944 rBV 102208 155143 16.17%
27 12.963 1944 1948 1954 rVB 164656 224558 23.41%
28 13.042 1954 1961 1964 rBV3 70007 123949 12.92%

[ORCR I T
0
S
~
R

29 13.067 1964 1965 1968 rVB 21669 17968 1.87% 137%
30 13.164 1978 1981 1985 rVB2 57131 76193 7.94% 582%
31 13.213 1985 1989 1992 rVB3 34689 40875  4.26% 312%
32 13.292 1992 2002 2007 rBV3 506885 918231 95.72% 017%
33 13.372 2012 2015 2020 rVV2 37096 60880  6.35%

34 13.420 2020 2023 2032 rVB5 81045 150891 15.73%
35 13.506 2032 2037 2040 rBV2 66284 100124 10.44%

ORr ONO®
IS
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R

36 13.542 2040 2043 2046 rBV 93733 116655 12.16%

[
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=
R
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
Data File : VX043264.D

Acq On : 03 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 22  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\82X100124W.M
Title : SW846 8260
37 13.585 2046 2050 2055 rVV3 167485 283476 29.55% 2.166%
38 13.640 2055 2059 2060 rVV2 66483 85774 8.94%  0.655%
39 13.664 2060 2063 2068 rVB2 178764 262283 27.34% 2.004%
40 13.798 2082 2085 2088 rBV3 36908 43107 4.49%  0.329%
41 13.853 2088 2094 2099 rVB2 191810 309563 32.27% 2.366%
42 13.926 2099 2106 2110 rBV2 236768 367337 38.29% 2.807%
43 13.969 2110 2113 2117 rW2 96767 112011 11.68% ©.856%
44 14.006 2117 2119 2121 rVV 27357 29573 3.08% 0.226%
45 14.036 2121 2124 2127 rVV 127814 141272 14.73% 1.080%
46 14.073 2127 2130 2134 rVV 205788 250538 26.12% 1.915%
47 14.134 2138 2140 2142 rVv3 13536 12531 1.31% ©0.096%
48 14.164 2142 2145 2147 rW 20538 20633 2.15% ©.158%
49 14.225 2148 2155 2162 rVB3 540924 959268 100.00% 7.331%
50 14.316 2167 2170 2175 rBV 113131 144808 15.10% 1.107%
51 14.371 2175 2179 2183 rVW 255224 302300 31.51% 2.310%
52 14.414 2183 2186 2192 rVB4 53726 93565 9.75% ©.715%
53 14.481 2192 2197 2203 rBV2 483457 725081 75.59% 5.541%
54 14.566 2207 2211 2215 rVB7 21903 41523 4.33% 0.317%
55 14.615 2215 2219 2225 rBV 305452 511638 53.34% 3.910%
56 14.670 2225 2228 2233 rVB 174955 226510 23.61% 1.731%
57 14.725 2233 2237 2239 rBV2 66808 86488 9.02% 0.661%
58 14.755 2239 2242 2245 rVWW 139674 145474 15.17%  1.112%
59 14.792 2245 2248 2249 rVv3 26853 35721 3.72% 0.273%
60 14.816 2249 2252 2255 rVVv2 111366 168083 17.52%  1.284%
61 14.847 2255 2257 2262 rVB3 103449 108424 11.30% ©.829%
62 14.902 2262 2266 2273 rBV3 99063 182412 19.02% 1.394%
63 15.048 2283 2290 2294 rBV2 58315 100798 10.51% ©.770%
64 15.103 2296 2299 2302 rVB4 15915 23195 2.42% 0.177%
65 15.182 2307 2312 2315 rBV 271748 407707 42.50%  3.116%
66 15.243 2320 2322 2324 rVV3 40625 54257 5.66% ©.415%
67 15.274 2325 2327 2331 rVV2 51857 71792  7.48% ©.549%
68 15.322 2331 2335 2339 rVV4 27692 48832 5.09% ©.373%
69 15.371 2339 2343 2352 rVV2 58291 124962 13.03% ©.955%
70 15.487 2356 2362 2366 rVV2 193335 362802 37.82% 2.773%
71 15.524 2366 2368 2373 rVV3 72095 130311 13.58% ©.996%
72 15.566 2373 2375 2378 rVV3 48775 74773  7.79% ©.571%
73 15.609 2378 2382 2386 rVV3 117592 220798 23.02% 1.687%
74 15.645 2386 2388 2396 rVB3 50857 93868 9.79% 0.717%
75 15.749 2402 2405 2409 rBv4 13792 21788 2.27% 0.167%
76 15.841 2417 2420 2424 rBV3 21895 34408 3.59% 0.263%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
Data File : VX043264.D

Acq On : 03 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 22 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\82X100124W.M

Title : SW846 8260

77 15.993 2441 2445 2447 rBVS 14530 23643 2.46% 0.181%

78 16.084 2456 2460 2464 rBV4 20490 42874 4.47% 0.328%

79 16.371 2502 2507 2513 rVB2 42921 73532 7.67% 0.562%

890 16.517 2528 2531 2534 rBV4 9342 13894 1.45% 0.106%
Sum of corrected areas: 13085515
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100324\
Data File : VX043264.D

Acqg On : @3 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

Abundance TIC: VX043264.D\data.ms

500000
400000
300000
200000

5.550
100000 6 60 5.952
1.240

2.386 2.940

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: VX043264.D\data.ms

o

500000

400000

8.647 10.055
300000

11.079

200000
6.757

100000

11.47¢
—

0br—— — —— — —T — — — — L
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX043264.D\data.ms

500000

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100324\
Data File : VX043264.D

Acqg On : @3 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.292 114.72 ug/1 918231 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 92
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 89
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 87
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 76
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 76
Abundance Scan 2002 (13.292 min): VX043264.D\data.ms (-1992) (- m/z 117.10 100.00%
117.1
5000
91.0 T ﬁj\r L
39.0 65.0 13.00 13.50
b el syl 38220 1662 0119 10 40.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
13.00 13.50
m/z 132.05 33.36%
390 g50 910
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0
T ‘ \’A \/\ W\\
13.00 13.50
5000 m/z 115.10 29.22%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- /‘/\‘ e B B
m/z 91.05 18.91%
| “‘ \‘H L \H‘ m‘h i \H“
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100324\
Data File : VX043264.D

Acqg On : @3 Oct 2024 15:58

Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
: SW846 8260

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 2 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.585 35.42 ug/1 283476 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 ©53172-84-2 93
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 92
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 70
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 70

Abundance Scan 2050 (13.585 min): VX043264.D\data.ms (-2046) (- m/z 131.05 100.00%
131.1
5000
91.0
390 @50 ‘ l ‘ 13.50
o S g Y ‘?’HHE AL “hulfs?:zml?f‘:? m/z 133.05  64.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 KW !
13.50
m/z 146.20 35.37%
39.0 65.0 ‘
0 H‘“H‘W‘WM‘WMJM‘M‘pmuh“m“mu“‘u“‘u
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
T l
91.0 13.50 .
5000 m/z 115.10 26.22%
\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\
m/z-->
Abundance #25011: Benzene, (3-methyl-2-butenyl)- s
m/z 91.00 24.76%
H\‘\‘\‘\ f “\ \“\“\“‘1“}‘\ \“‘ T \‘1 T ‘H‘\ \H“ \‘M T \H\ L B I
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100324\
Data File : VX043264.D

Acqg On : @3 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.853 38.68 ug/1 309563 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 91
2 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 62
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1eH1e0 000530-93-8 59
4 2-Methylbenzyl cyanide 131 CSOHON 022364-68-7 43
5 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 38
Abundance Scan 2094 (13.853 min): VX043264.D\data.ms (-2088) (- m/z 104.10 100.00%
104.1
5000 146.2
39, 78.0 H Lﬂ 13.50 14.00
Ob e bt L B8 17731984 ) 14615 44.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
13.50 14.00
0y
39.0 m/z 91.05 33.61%
15.0 77.0
B T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104.0
‘ T T ‘ T
13.50 14.00
5000 m/z 131.05 25.81%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
m/z-->
Abundance #24951: 2(1H)-Naphthalenone, 3,4-dihydro- I e
m/z 115.05 21.58%
A T R “‘\ [ J\/NM\/\\/LAA
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100324\
Data File : VX043264.D

Acqg On : @3 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 4 Benzene, (2-methyl-1-butenyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.926 45.90 ug/1 367337 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# 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 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 76
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 76

Abundance Scan 2106 (13.926 min): VX043264.D\data.ms (-2099) (- m/z 131.05 100.00%

131.1
5000
91.0

51.0
160.2
N PR SR N 5 u_“lw‘”l??:?‘ m/z 117.10  40.07%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
91.0

5000 T

o

m/z 146.05 36.46%

0 ‘ Ly ‘3‘9\"\(‘)‘ “\ “6?.}0‘ “\‘ e v]'lijo \M “ ‘H‘ R REmEE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0

5000 m/z 115.05 30.15%

‘ TTTT ‘ T T ‘ TTTT ‘ TTTT ‘ TTTT ‘ LB ‘ TTTT ‘ TTTT L
m/z-->
Abundance #25011: Benzene, (3-methyl-2-butenyl)-

m/z 91.00  28.63%

il

—

=

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100324\
Data File : VX043264.D

Acqg On : @3 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.225 119.85 ug/l 959268 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 92
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 86

Abundance Scan 2155 (14.225 min): VX043264.D\data.ms (-2148) (- m/z 131.05 100.00%

131.1
5000
105.1

39.1 77-0‘ ‘ 14.00 14.50
AR

ke bl Wl 18221822 198 16 6. 62%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000

o

14.00 14.50

m/z 146.05 56.26%

0 \““!w“h”w”w”‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0

14.00 14.50
5000 m/z 117.05 32.89%

TTT ‘ TTTT ‘ TTTT ‘ L ‘ T T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT 1T ‘ L
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-

m/z 115.05 29.69%

=

T “H‘U‘””\N””\‘w*\”HWW”M‘\LH*\‘H‘ T

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100324\
Data File : VX043264.D

Acqg On : @3 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 6 Benzene, (3-methyl-2-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.371  37.77 ug/1 302300 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 58
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 53
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 52
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 52

Abundance Scan 2179 (14.371 min): VX043264.D\data.ms (-2175) (- m/z 131.05 100.00%
131.1
5000
91.0 .
39.1 63.0 ‘ ‘ 16‘0 2 14.00 14.50
Ob oo 3208 L L 1795 145 05 68.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 - A
14.00 14.50
m/z 146.15 37.74%
41.0 65.0
Y S TR T O N T . | Y A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
91.0 14.00 14.50
5000 m/z 115.05 26.77%
\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
m/z-->
Abundance #25013: Benzene, (2-methyl-1-butenyl)- I
m/z 129.05 25.09%
T T WM\/\MW
m/z-->
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
1 VX043264.D

: @3 Oct 2024 15:58

: JC/MD

: P4278-02

: 5.0mL/MSVOA_X/WATER

: 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.481 90.59 ug/l 725081 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 81
4 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H1@0 016017-24-6 74
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
Abundance Scan 2197 (14.481 min): VX043264.D\data.ms (-2192) (- m/z 131.00 100.00%
131.0
5000
105.
39.0 77.0 14.50
0 1702 1041 m/z 118.05  62.32%
\‘\\\\‘\\\\‘\\\\‘\\\\ . . 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-

5000

131.0

=

14.50
m/z 146.05 56.47%

-

14.50
m/z 117.10 36.24%

=

m/z 115.10 33.21%

3

] .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
5000

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-

AR \‘\ \‘\ A

\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\

m/z-->

82X100124W.M Fri Oct 04 13:09:02 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100324\
Data File : VX043264.D

Acqg On : @3 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.615 63.92 ug/l 511638 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# 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 70
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 58
Abundance Scan 2219 (14.615 min): VX043264.D\data.ms (-2215) (- m/z 118.05 100.00%
118.1
145.1
5000
57.1 91.1
14.50 15.00
0 Al 28323 m/z 145.05  68.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 PR ax
14.50 15.00
91.0 m/z 160.20  64.43%
28.0 510
. I ‘\ \‘w ‘M‘ muh\ 1l \H il ‘ |
O e O Rma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118.0
160.0 14.50 15.00
5000 m/z 117.05 46.23%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z-->
Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- ‘ i
m/z 115.10  33.25%
RN N N TION 1 ‘ \‘\ M T M\JM
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\\\\‘\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100324\
Data File : VX043264.D

Acqg On : @3 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.182 50.94 ug/l 407707 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 90
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 90
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 90

Abundance Scan 2312 (15.182 min): VX043264.D\data.ms (-2307) (- m/z 145.05 100.00%

145.1
5000
115.1 ‘

39.0 910 M M 15.00 15.50
ow_wmnw i’ bod Ml 16821932 y; 169,15 38.83%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
5000
15.00 15.50

m/z 115.10  21.95%

910 115.0
150 %90 650 T
omwmewwmwH‘Hm‘wmp‘mWm_m_m‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145.0
\

T T T ‘ T
15.00 15.50
5000 m/z 132.05 19.95%

TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z-->
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-

%

m/z 128.05 18.74%

-

L

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100324\
Data File : VX043264.D

Acqg On : @3 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.487 45.33 ug/1 362802 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Tetradecane, 1-iodo- 324 C14H29I 019218-94-1 45
3 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 41
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 38
5 Tridecane, 7-propyl- 226 C16H34 055045-09-5 38
Abundance Scan 2362 (15.487 min): VX043264.D\data.ms (-2356) (. m/z 57.10 100.00%
57.1
5000
145.1
T
99.1 ‘ ‘ 15.50
o E— H\ | M“w ‘MH‘\‘ \\h;\ ‘;“\“\\“\F'?fl"z‘ ‘21“2“3‘ — ?89: m/z 43.10 81.35%
m/z--> 50 100 150 200 250
Abundance #90192: Pentadecane
57.0
5000 R
15.50
0y
o ‘ 99.0 m/z 71.05 62.74%
oL 2O L 1410 1502120
m/z--> 50 100 150 200 250
Abundance
57.0
T ‘ T
15.50
5000 m/z 41.10 48.77%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z-->
Abundance #14388: 4-Heptanone, 2-methyl- I
m/z 85.10 43.56%
\“\“\“‘\“‘\‘\‘\\\\‘\\\ LI — LI — L — WJUL‘
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100324\
Data File : VX043264.D

Acq On : 03 Oct 2024 15:58
Operator : JC/MD

Sample : P4278-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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|
1H-Indene, 2,3-... 13.292 114.7 ug/l 918231 4 12.024 400190 50.0
Benzene, (1,2-d... 13.585 35.4 ug/l 283476 4 12.024 400190 50.0
Naphthalene, 1,... 13.853 38.7 wug/l 309563 4 12.024 400190 50.0
Benzene, (2-met... 13.926 45.9 ug/l 367337 4 12.024 4001990 50.0
Naphthalene, 1,... 14.225 119.8 ug/l 959268 4 12.024 400190 50.0
Benzene, (3-met... 14.371 37.8 ug/l 302300 4 12.024 400190 50.0
Naphthalene, 1,... 14.481 90.6 wug/l 725081 4 12.024 400190 50.0
Naphthalene, 1,... 14.615 63.9 wug/l 511638 4 12.024 400190 50.0
Benzene, 1-(2-b... 15.182 50.9 ug/l 407707 4 12.024 400190 50.0
Pentadecane 15.487 45.3 ug/l 362802 4 12.024 400190 50.0
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