LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/10emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 41  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_N\methods\82N051524W.M

Title : SW846 8260

Signal : TIC: VN@82266.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.171 1046 1057 1061 rBvV2 155977 368126 6.38% 1.517%
2 8.224 1061 1066 1079 rVB 277010 646476 11.20% 2.664%
3 8.582 1118 1127 1139 rBV2 190781 473518 8.20% 1.952%
4 9.100 1206 1215 1230 rBV 418391 878235 15.21% 3.620%
5 10.571 1455 1465 1471 rBV 674010 1258181 21.79% 5.185%

6 10.629 1471 1475 1487 rVB 112925 208074 3
7 11.865 1677 1685 1696 rBV 619972 1114187 19.
8 11.965 1696 1702 1708 rBV 46258 76008 1.32%
9 12.070 1712 1720 1731 rBV 244600 469517 8
10 12.400 1766 1776 1785 rBV 240480 462333 8

PR
w
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w
R

11 12.600 1794 1810 1811 rBV5 38374 108862 1
12 12.853 1846 1853 1862 rVB 507868 896678 15.
13 13.100 1889 1895 1899 rBV 93375 176039  3.05%
14 13.170 1901 1907 1914 rVB2 213885 416019 7
15 13.335 1921 1935 1943 rBV3 123423 451675 7

P RPOWO
~N
N
[o)]
B

16 13.482 1954 1960 1966 rBV 336672 545427  9.45%
17 13.529 1966 1968 1973 rVB2 50512 68775 1.19%
18 13.670 1973 1992 2007 rBV2 235848 1268824 21.98%

U oON
N
N
O
R

19 13.794 2007 2013 2022 rVWW2 625477 1290083 22.35% 317%
20 14.017 2034 2051 2060 rBV5 368146 1396627 24.19% 756%
21 14.106 2060 2066 2073 rVV4 266466 659340 11.42% 2.717%
22 14.176 2073 2078 2084 rVB2 264423 473383 8.20%  1.951%
23 14.329 2100 2104 2109 rVB2 56265 83589 1.45% 0.3447%
24 14.441 2118 2123 2127 rBv4 61878 140906 2.44%  ©.581%
25 14.629 2151 2155 2157 rBV3 64066 90601 1.57% ©.373%
26 14.658 2157 2160 2163 rVV3 80303 124607 2.16% ©0.514%
27 14.694 2163 2166 2170 rVB 98048 125704 2.18% ©.518%
28 14.794 2177 2183 2187 rBV5 44324 101807 1.76% ©.420%
29 14.847 2187 2192 2201 rVB8 61549 186374 3.23% 0.768%
30 14.958 2203 2211 2218 rVB4 119871 238261 4.13% 0.982%
31 15.035 2218 2224 2233 rBV3 151467 499258 8.65% 2.058%
32 15.205 2248 2253 2260 rBV5 78744 143698 2.49% 0.592%
33 15.317 2268 2272 2286 rVW8 76269 202648 3.51% ©.835%
34 15.441 2287 2293 2299 rVB5 56140 132897 2.30% ©.548%
35 15.641 2319 2327 2339 rVV 2969667 5773432 100.00% 23.794%

36 15.747 2340 2345 2351 rVB 79415 138165 2.39% 0.569%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 41  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_N\methods\82N@51524W.M
Title : SW846 8260

37 15.947 2371 2379 2386 rBV5 45806 140839 2.44% ©.580%
38 16.717 2503 2510 2513 rBV2 41624 88909 1.54% 0.366%
39 16.782 2513 2521 2522 rBV 1527795 2345860 40.63% 9.668%

Sum of corrected areas: 24263942
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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

Abundance TIC: VN082266.D\data.ms
3000000

2500000

2000000

1500000

1000000
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Abundance TIC: VN082266.D\data.ms
3000000

2500000
2000000
1500000

1000000
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SJJ\%\ 8.582 /\ 629
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— — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance TIC: VN082266.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 unknownl13.335 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.335 17.51 ug/1 451675  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 49
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 45
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 38
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 38
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 38
Abundance Scan 1935 (13.335 min): VN082266.D\data.ms (-1921) (- | m/z 104.95 100.00%
105.0
140.9
5000
76.9
5L.0 L ‘ 13.00 13.50
0\\\\‘\H\MwJMWN“MWW\JMWMMwWyNM\HM\WUM%?fP m/z 140.95 69.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000 1 et
13.00 13.50
115.0 m/z 156.00 32.66%
27.0 63.0 890 ‘ | ‘
O\H‘\‘\H\\“\\“\\“M\\Ml“\\‘H“H\H\“\‘HHHW\“HH
miz--> 20 40 60 80 100 120 140 160
Abundance #33125: Naphthalene, 2-ethyl-
141.0 /\
1
13.00 13.50
5000 m/z 120.00 30.03%
115.0
51.0 6.0
S i RSO S L Y S
m/z--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl- = e ‘
105.0 13.00 13.50
m/z 114.90  24.45%
5000
79.0
o
SRR — N
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 2 Naphthalene, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.670  49.18 ug/1 1268820 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96
Abundance Scan 1992 (13.670 min): VN082266.D\data.ms (-1973) (- | m/z 156.00 100.00%
156.0
5000 /\\
— ]
51.0 ' 101.9 ‘ 12‘7'9 13.50 14.00
Oy M‘w JL‘H S \“ wmﬂw | m/z 141.00  70.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
5000
13.50 14.00
m/z 155.00  35.22%
51.0 77.0 115.0
0 \\\‘2\7\.(\)\" T \“\.\ ‘H\ T \‘H“ L \‘\ T \‘1‘]\-‘?7 0 T
miz--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
Pty ]
13.50 14.00
5000 m/z 127.90 16.17%
770 115.0
51.0 :
27.0
ol 20 S0 e o ]
m/z--> 200 40 60 80 100 120 140 160
Abundance #33166: Naphthalene, 1,5-dimethyl- el .
156.0 13.50 14.00
m/z 76.85 15.50%
5000
76.0 115.0
51.0
27.0 3
o2z S0 e AL VLY
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.017 54.13 ug/1 1396630 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
Abundance Scan 2051 (14.017 min): VN082266.D\data.ms (-2034) (- | m/z 155.95 100.00%
155.9
5000 119.0
77.0
51.0 ‘ 39.0 14.00
102.0
) SN P “‘M‘ B e 1 M s m/z 141.00  84.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 /\
5000 o /T
14.00
115.0 m/z 118.95  46.46%
s1.0 160
200 ) ,980 =X
OH\\‘\‘\\\‘\\‘\\“‘\‘\‘\‘ ‘\‘\‘\\"\\\1‘\‘\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0 J\J
P —
14.00
5000 m/z 155.00 26.16%
115.0
270 510 760 1890
NSNS NN b A “Hu HLUJ‘ \‘\‘\9\8',‘0\ S R )
m/z--> 20 40 60 80 100 120 140 160
Abundance #33146: Naphthalene, 2,7-dimethyl- e ‘/ﬁ
156.0 14.00
m/z 114.95  23.96%
5000
77.0
. 97-,0“5'0134-0 WAV
m/z--> 20 40 60 80 100 120 140 160 14.00

82N©51524W.M Wed May 22 15:09:39 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Naphthalene, 1,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.106  25.55 ug/1l 659340 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
Abundance Scan 2066 (14.106 min): VN082266.D\data.ms (-2060) (- | m/z 57.00 100.00%
57.0
156.0
5000
85.0
= —
H ‘ 115.0 14.00 14.50
O S| 190.1 m/z 43.00  95.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 - el
14.00 14.50
o 770 115.0 m/z 156.00  77.41%
0 \\\‘2\7‘\.\0\“ T \“\.\“‘H \‘\”H“ T “\ T \‘i T \“!‘\ \“‘\ \‘w‘ L B R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
14.00 14.50
5000 m/z 41.00 57.55%
770 115.0
51.0 :
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- —— ‘
156.0 14.00 14.50
m/z 140.95  45.82%
5000
510 77.0 115.0
S G T NSV T | E— L W A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Indene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.176  18.35 ug/1 473383  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 3-Methylphenylacetylene 116 CO9H8 000766-82-5 90
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 87
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 83
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 80
Abundance Scan 2078 (14.176 min): VN082266.D\data.ms (-2073) (- | m/z 116.00 100.00%
115.0
- f\/\
—r— —
o 630 890 14.00 14.50
Obr e il L 1677188014 95 96.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9542: Indene
116.0
5000 1 AN
14.00 14.50
m/z 62.95 14.13%
39.0 63.0 89.0
0 \H‘\“H\““HHH““M‘H”\‘\”1‘\\‘\\\““\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9550: 3-Methylphenylacetylene
115.0
T —
14.00 14.50
5000 m/z 89.00 13.01%
63.0 89.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9544: Benzene, 1-propynyl- W ‘»ﬁf\”
115.0 14.00 14.50
m/z 57.30 9.59%
- M
63.0 89.0
olso 0 e Tl
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_N\Data\VN©52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 6 Naphthalene, 1,8-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.847 7.22 ug/1 186374 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
2 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 93
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 91
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 91
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 91

Abundance Scan 2192 (14.847 min): VN082266.D\data.ms (-2187) (- | m/z 141.00 100.00%
141.0
5000
970 119.0
. - ™
55‘-0 76.0 ‘ 64.9 1450 15.00
Y I 1 Y m“m“H‘ A m/z 156.00  78.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 e j\ —
14.50 15.00
115.0 m/z 119.00 26.72%
o 0, 0 L
O\\\‘\‘\\\‘\\‘\\“‘1‘!‘\"\‘f‘\\“\\\}‘\‘\‘\\‘\\ ‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33154: Naphthalene, 1,8-dimethyl-
156.0 k
s e
14.50 15.00
5000 m/z 115.00  21.63%
76.0 115.0
51.0
ol 2O el
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33146: Naphthalene, 2,7-dimethyl- — —
156.0 14.50 15.00
m/z 155.00 19.27%
5000
0 115.0
O v ??;9‘w“‘w“‘9§-9“‘u]‘wl?Z‘Q‘ww‘ R P e
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_N\Data\VN©52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.959 9.23 ug/l 238261 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Tridecane 184 C13H28 000629-50-5 64
3 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 59
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 53
5 Heptadecane 240 C17H36 000629-78-7 53
Abundance Scan 2211 (14.958 min): VN082266.D\data.ms (-2203) (- | m/z 57.00 100.00%
57.0
119.0 —
15.00
170.1
0 ‘HH‘ w“wlmﬂ_‘m‘w_1”,‘m‘,‘“2‘9?3‘%””_”‘%5,1”‘ m/z 43.00  95.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45478: Dodecane
57.0
5000 R
15.00
m/z 41.00 60.57%
0 H\ \‘ L 8H0u1270 170.0
\H‘HHHH\’\\}\“\\H‘HH‘\‘H\‘HH’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59025: Tridecane
57.0
——
15.00
5000 m/z 71.00 53.97%
270
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143304: Carbonic acid, dodecyl vinyl ester —
57.0 15.00
m/z 84.95 34.17%
5000
0 27 0 L h\ \h\ \“ | ‘H ulzeq 168 0 213.0 apae™
HWH‘wH‘WHH‘HH‘HH_‘H_‘HMH‘WH‘_HW‘HW‘HWH‘WH C
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.035 19.35 ug/1 499258 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 93
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
4 o-Cymene 134 C1eH14 000527-84-4 90
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 87
Abundance Scan 2224 (15.035 min): VN082266.D\data.ms (-2218) (- m/z 119.00 100.00%
119.0
- J\ﬂﬂM\Avfj\AAL/j\J\A
39.0 77.0 15.00 |
ol b u“““““““! A 2080 2068 2804 . 13400  37.44%
miz-> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 A o
15.00
m/z 90.95 19.62%
39.0 77.0
Ol ‘\‘ i‘”\h“\“‘\ r ‘M\M! \“\ B B e B I s
m/z--> 50 100 150 200 250
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
T
15.00
5000 m/z 117.00 18.54%
41.0 77.0‘
miz--> 50 100 150 200 250
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- 7 ‘
119.0 15.00
m/z 133.00 12.59%
5000
39.0 77.0
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.317 7.85 ug/1 202648 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 62
2 6-Methyl-4-indanol 148 C10H120 020294-32-0 50
3 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 49
4 Benzene, l-ethyl-4-(1-methylethyl)- 148 Cl1H16 004218-48-8 49
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 46

Abundance Scan 2272 (15.317 min): VN082266.D\data.ms (-2268) (- | m/z 133.00 100.00%
133.0
910 T T 7
41.0
ko) L 1882 w0
o‘u‘uu‘mw“mwmmwmwwﬂ‘HWHMHW‘HWHH‘HH_H‘_HWH m/z 118.95  40.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26381: Benzene, 1,4-diethyl-2-methyl-
133.0
5000 — AN
15.00 15.50
91.0 m/z 131.60  29.96%
39.0 |
O' \H\\‘\\‘\\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26190: 6-Methyl-4-indano
133.0
- —
15.00 15.50
5000 m/z 148.00 29.78%
39.0 910
m/z--> 20 40 60 80 100120140160180200220240260280 /K /M MA
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl- Ly
133.0 15.00 15.50
m/z 115.00  29.52%
5000
39.0 910‘ ‘
Ol bbbkl ke e e e e - e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.782 90.92 ug/l 2345860 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72
Abundance Scan 2521 (16.782 min): VN082266.D\data.ms (-2513) (- | m/z 142.00 100.00%
142.0
5000 j/\
—
63.0 113.0 16.40 16.60
Ottt o b 27O 2810 n/z 141.00  86.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 e
16.40 16.60
m/z 115.00  37.00%
O2’\\.\\“\\Hf?:“g‘\:\ﬁ\)”\‘\‘\‘f\‘HH‘OHHiHH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
—
16.40 16.60
5000 m/z 139.00 11.54%
0270\ \\6\%:(\\)\\ ) 11\\'0 I
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- T ‘
141.0 16.40 16.60
m/z 142.95 11.52%
5000
63.0
A PPN~ S | — S —
m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82266.D

Acqg On : 22 May 2024 02:21

Operator : JC\MD

Sample : P2494-06 40X

Misc : 5.10g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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|
unknown13.335 13.335 17.5 ug/l 451675 4 13.794 1290080 50.0
Naphthalene, 2,... 13.670 49.2 ug/l 1268820 4 13.794 1290080 50.0
Naphthalene, 2,... 14.017 54.1 ug/l 1396630 4 13.794 1290080 50.0
Naphthalene, 1,... 14.106 25.6 ug/l 659340 4 13.794 1290080 50.0
Indene 14.176 18.4 ug/l 473383 4 13.794 1290080 50.0
Naphthalene, 1,... 14.847 7.2 ug/l 186374 4 13.794 1290080 50.0
Dodecane 14.959 9.2 ug/l 238261 4 13.794 1290080 50.0
Benzene, 1,2,4,... 15.035  19.4 ug/l 499258 4 13.794 1290080 50.0
Benzene, 1,4-di... 15.317 7.8 ug/l 202648 4 13.794 1290080 50.0
Naphthalene, 2-... 16.782 90.9 wug/l 2345860 4 13.794 1290080 50.0
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