LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121024\
Data File : VX044216.D

Acq On : 10 Dec 2024 18:20

Operator : JC/MD

Sample : P5220-03 20X

Misc : 5.0mL/MSVOA_X/WATER GAS-AUD-1610-1611-1612

ALS Vial : 21 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\82X112124W.M

Title : SW846 8260

Signal : TIC: VXe44216.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.587 68 82 84 rBV6 19391 68059 9.91% 1.283%
2 1.654 92 93 95 rvB 17875 7659 1.11% 0.144%
3 2.934 296 303 311 rBVS 2708 8059 1.17% 0.152%
4 5.385 695 705 721 rBV 78720 233457 33.98% 4.401%
5 5.544 721 731 747 rVV2 126826 361847 52.66% 6.821%
6 5.952 787 798 813 rBV 98348 259175 37.72%  4.885%
7 6.757 921 930 945 rBV 208775 503116 73.23% 9.484%
8 7.251 1006 1011 1017 rBV5 3466 9470 1.38% 0.179%
9 8.647 1233 1240 1247 rBV 439979 687079 100.00% 12.951%
10 8.720 1247 1252 1268 rVB 137589 228089 33.20% 4.299%
11 9.531 1378 1385 1396 rBV5 6749 16145 2.35% 0.304%
12 10.055 1465 1471 1479 rBV 422983 586310 85.33% 11.052%
13 10.195 1490 1494 1500 rVB2 16834 22709 3.31% 0.428%
14 10.299 15605 1511 1518 rVwV 51335 75931 11.05% 1.431%
15 10.640 1562 1567 1578 rBV 35045 51085 7.44% 0.963%
16 10.963 1616 1620 1626 rVB3 5388 7102 1.03% 0.134%
17 11.079 1634 1639 1652 rBvV 329600 441621 64.28% 8.324%
18 11.305 1672 1676 1680 rBV 8119 9777 1.42% 0.184%
19 11.378 1684 1688 1695 rvV 32311 59927 8.72% 1.130%
20 11.451 1697 1700 1702 rVVv2 16070 20916 3.04% 0.394%
21 11.476 1702 1704 1709 rVB 14662 16878 2.46% 0.318%
22 11.610 1722 1726 1735 rBV 21996 32914 4.79% 0.620%
23 11.750 1745 1749 1758 rVB 61236 82926 12.07% 1.563%
24 11.890 1769 1772 1776 rVB3 6001 8147 1.19% 0.154%
25 12.018 1788 1793 1800 rVV 393413 522784 76.09% 9.854%
26 12.085 1800 1804 1812 rVB 30551 49353 7.18% 0.930%
27 12.244 1824 1830 1838 rBV3 25467 47390 6.90% 0.893%
28 12.317 1838 1842 1851 rVB4 16899 27310 3.97% 0.515%
29 12.421 1853 1859 1863 rBV 25384 33267 4.84% 0.627%
30 12.463 1863 1866 1871 rVB 9945 13758 2.00% 0.259%
31 12.530 1871 1877 1879 rBV 11693 15345 2.23% 0.289%
32 12.555 1879 1881 1885 rVB2 9313 9487 1.38% 0.179%
33 12.616 1887 1891 1893 rBV 9000 10516 1.53% 0.198%
34 12.701 1899 1905 1908 rBV2 12740 24619 3.58% 0.464%
35 12.963 1944 1948 1956 rVB2 16294 27241 3.96% 0.513%
36 13.042 1956 1961 1964 rBV5 7411 11787 1.72% 0.222%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121024\
Data File : VX044216.D

Acq On : 10 Dec 2024 18:20

Operator : JC/MD

Sample : P5220-03 20X

Misc : 5.0mL/MSVOA_X/WATER GAS-AUD-1610-1611-1612

ALS Vial : 21 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\82X112124W.M
Title : SW846 8260
37 13.170 1978 1982 1985 rVB2 13536 16976 2.47% 0.320%
38 13.268 1992 1998 1999 rBV 30770 38042 5.54% 0.717%
39 13.292 1999 2002 2007 rVB2 40436 58253 8.48% 1.098%
40 13.384 2013 2017 2019 rBvV2 6485 8762 1.28% 0.165%
41 13.420 2019 2023 2032 rVB 39228 59337 8.64% 1.118%
42 13.500 2032 2036 2040 rBV6 5802 10462 1.52% 0.197%
43 13.548 2040 2044 2046 rBvV2 6813 8679 1.26% 0.164%
44 13.585 2046 2050 2057 rBV6 9381 16344 2.38% 0.308%
45 13.664 2060 2063 2067 rVVe 7386 13648 1.99% 0.257%
46 13.774 2077 2081 2087 rVv2 9363 16838 2.45% 0.317%
47 13.847 2087 2093 2099 rVB6 15842 32501 4.73% 0.613%
48 13.926 2099 2106 2110 rBV4 15566 26364 3.84% 0.497%
49 14.036 2120 2124 2128 rBV2 33206 34808 5.07% 0.656%
50 14.073 2128 2130 2135 rVV6 6936 9286 1.35% ©0.175%
51 14.231 2148 2156 2163 rVB3 31126 56848 8.27% 1.072%
52 14.371 2176 2179 2183 rBV3 9319 11410 1.66% ©0.215%
53 14.475 2192 2196 2205 rBV5 24223 46284 6.74% ©.872%
54 14.609 2215 2218 2221 rBV3 21780 29692 4.32% 0.560%
55 14.670 2225 2228 2233 rVB4 9436 14289 2.08% 0.269%
56 14.755 2234 2242 2245 rBV 38669 51753 7.53% 0.976%
57 14.841 2254 2256 2263 rVB7 6490 9079 1.32% 0.171%
58 15.097 2293 2298 2301 rBV7 4446 7348 1.07% ©0.139%
59 15.182 2308 2312 2314 rBV3 13275 18071 2.63% 0.341%
60 15.213 2314 2317 2320 rVV4 15341 20327 2.96% ©0.383%
61 15.274 2324 2327 2331 rVBS 5531 7370 1.07% 0.139%
62 15.371 2340 2343 2348 rBV7 4875 8953 1.30% 0.169%
63 15.487 2357 2362 2367 rBV2 35144 52587 7.65% 0.991%
64 16.371 2501 2507 2514 rVB3 17214 29540 4.30% 0.557%
Sum of corrected areas: 5305106
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 10 Dec 2024 18:20
: JC/MD

: P5220-03 20X

: 5.0mL/MSVOA_X/WATER
21

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VvXx121024\

VXe44216.D

GAS-AUD-1610-1611-1612

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

TIC: VX044216.D\data.ms

5.544

5.952
5.385

1.56p4
2.934

0
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

400000

350000

300000

250000

200000

150000

100000

50000

TIC: VX044216.D\data.ms

8.647 10.055

11.079

6.757

.720

10.299

01‘ﬁm 10ﬁi0

i\

11.378
9.531

0
Time-->

10.50

10.96;L
N

11.00

11.3%%71
T

T T — ‘
8.50 9.00 9.50 10.00

Abundance

400000

350000

Time-->

TIC: VX044216.D\data.ms

N PO S WY W WO P S

82X112124W.M Wed Dec 11 14:44:07 2024

Page: 3




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044216.D

Acqg On : 10 Dec 2024 18:20

Operator : JC/MD

Sample : P5220-03 20X

Misc : 5.0mL/MSVOA_X/WATER GAS-AUD-1610-1611-1612

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.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 2 Benzene, 1l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.378 5.73 ug/1 59927 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1688 (11.378 min): VX044216.D\data.ms (-1684) (- m/z 105.10 100.00%
106.1
5000 j\/\ A
/\‘ T T ‘ T T
77.1 11.00 11.50
39.1
59.
SN V= N 1 “ b ATA0 7 120010 29.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 oy /\j\/\ /\ :
11.00 11.50
m/z 91.10 16.86%
77.0
39.0
ol 280, "1 880 b
m/z--> 20 40 60 80 100 120 140 160
Abundance
105.0 j\
‘ //\\ T ‘ T T T A
11.00 11.50
5000 m/z 77.10 10.61%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> }\
Abundance #10727: Benzene, 1-ethyl-4-methyl- B NP N L W AN Y
m/z 103.00 8.35%
T T T T /\‘ A/L \[\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044216.D

Acqg On : 10 Dec 2024 18:20

Operator : JC/MD

Sample : P5220-03 20X

Misc : 5.0mL/MSVOA_X/WATER GAS-AUD-1610-1611-1612

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 3-Phenylbut-1-ene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.292 5.57 ug/1 58253 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C1leH12 000824-63-5 83
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 83
5 Benzene, (2-methyl-2-propenyl)- 132 C1eH12 003290-53-7 83
Abundance Scan 2002 (13.292 min): VX044216.D\data.ms (-1999) (- m/z 117.05 100.00%
117.1
5000
51.2 91.0 1300 41\3‘50‘
\. wrAn ‘ ! ! \?'9151'1 . ' 9
O e Rl m/z 132.20  30.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 T /\ P,
13.00 13.50
91.0 m/z 115.10 27.71%
39.0 ‘ Q
65.0
Ob b “‘ ol pi ‘h“ e H‘ A0
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0 }\)\ M
/\\ ‘Aﬂ\\ \F/\\ T \AANA
13.00 13.50
5000 m/z 119.00 21.57%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl- i N
m/z 131.15 18.64%
LI A\ /\[\K /\AA T \A/v
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044216.D

Acqg On : 10 Dec 2024 18:20

Operator : JC/MD

Sample : P5220-03 20X

Misc : 5.0mL/MSVOA_X/WATER GAS-AUD-1610-1611-1612

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.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 4 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.420 5.68 ug/1 59337 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 50
3 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 47
4 2-Methylbenzyl cyanide 131 CSOHON 022364-68-7 43
5 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 42
Abundance Scan 2023 (13.420 min): VX044216.D\data.ms (-2019) (- m/z 103.95 100.00%
104.0
5000 132.1 JI
509 780 | H 166.2 13.50
S N ww”m gl i A e m/z 132,05 43.31%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0 j\
5000 T T T ‘/\A‘,[\'\‘ \/
13.50
m/z 91.10 41.31%
51.0 78.0
o“‘FZQ‘\‘WMWW“N_‘w‘pH‘WM‘$M“H“““
m/z--> 20 40 60 80 100 120 140 160
Abundance
104.0 M
T ‘ T T T T
13.50
5000 m/z 115.10 16.14%
\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\
g )
Abundance #34717: Benzene, 3-cyclohexen-1-yl- ST A At [
m/z 103.10 14.58%
T \‘H\“H“H“\‘Hi”“\\“H““\\‘\‘\UH‘HH“‘\H\ \f\\m/\/\)\ﬂﬂﬁﬂ (\M/}l\f\[\\ \A\r
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044216.D

Acqg On : 10 Dec 2024 18:20

Operator : JC/MD

Sample : P5220-03 20X

Misc : 5.0mL/MSVOA_X/WATER GAS-AUD-1610-1611-1612

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.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 5
R.T. EstConc Area Relative to ISTD R.T.
14.231 5.44 ug/1 56848 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 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 90
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 70
4 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C10H100 016017-24-6 58
5 Naphth[1,2-b]Joxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 55
Abundance Scan 2156 (14.231 min): VX044216.D\data.ms (-2148) (- m/z 131.05 100.00%
131.1
5000
105. A =,
39.0 770 071 14.00 1450
0 il 29T hyz 118,10 89.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 Aol
14.00 14.50
m/z 146.05  73.32%
0! JM‘NNH‘H‘W‘H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0 M/\ A J\
T ‘ \,\ T A\/‘ T ‘ N\
14.00 14.50
5000 m/z 115.00 48.11%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- | WAL 3 e
m/z 117.10 46.55%
| I ‘ \‘\ ‘ H AN ' ‘M/\‘ M/\'\N/

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044216.D

Acqg On : 10 Dec 2024 18:20

Operator : JC/MD

Sample : P5220-03 20X

Misc : 5.0mL/MSVOA_X/WATER GAS-AUD-1610-1611-1612

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.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 6 Undecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.487 5.03 ug/1 52587 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Tetradecane, 1-iodo- 324 C14H29I 019218-94-1 83
3 Pentadecane 212 C15H32 000629-62-9 81
4 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 80
5 Tetradecane 198 (C14H30 000629-59-4 74
Abundance Scan 2362 (15.487 min): VX044216.D\data.ms (-2357) (- m/z 57.10 100.00%
57.1
99.1 140.9 ‘15‘50‘
b i 2124 '
0L \\NﬂM”MNJHWMNPNHM\ e m/z 43.10 95.10%
miz-> 50 100 150 200 250 300
Abundance #33080: Undecane
57.0
5000 R
15.50
m/z 71.10 71.32%
98.0 156.0
oo ||| 80 w0
m/z--> 50 100 150 200 250 300
Abundance
57.0
T ‘ T
15.50
5000 m/z 41.10 49.45%
\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\
m/z-->
Abundance #90189: Pentadecane I
m/z 85.05 33.15%
T \“\ ‘!‘ ““ \“ L T | — B —— T M/{\/\A’\J/\/\M’VAA//\M
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121024\
Data File : VX044216.D

Acq On : 10 Dec 2024 18:20

Operator : JC/MD

Sample : P5220-03 20X

Misc : 5.0mL/MSVOA_X/WATER GAS-AUD-1610-1611-1612

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.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... 11.378 5.7 wug/l 59927 4 12.024 522784 50.0
3-Phenylbut-1-ene  13.292 5.6 ug/l 58253 4 12.024 522784 50.0
Naphthalene, 1,... 13.420 5.7 ug/l 59337 4 12.024 522784 50.0
Naphthalene, 1,... 14.231 5.4 ug/l 56848 4 12.024 522784 50.0
Undecane 15.487 5.0 ug/l 52587 4 12.024 522784 50.0
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