LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82270.D

Acqg On : 22 May 2024 03:57

Operator : JC\MD

Sample : P2494-10 40X

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 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@82270.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 1045 1057 1061 rBV 156034 373214 8.19% 1.907%
2 8.224 1061 1066 1081 rVB 281442 647589 14.22% 3.309%
3 8.583 1117 1127 1140 rBV2 194205 476196 10.45% 2.433%
4 9.100 1206 1215 1229 rBV 429783 881696 19.35% 4.505%
5 10.571 1456 1465 1471 rBV 659022 1240807 27.24% 6.340%
6 10.635 1471 1476 1485 rVB 93491 176335 3.87% 0.901%
7 11.865 1677 1685 1696 rBV 617376 1110622 24.38% 5.675%
8 11.965 1696 1702 1708 rBV 39019 66233 1.45% ©.338%
9 12.071 1712 1720 1730 rVB 210538 392366 8.61% 2.005%
10 12.400 1764 1776 1785 rBV 198788 377708 8.29% 1.930%
11 12.594 1798 1809 1810 rBV6 18539 45778 1.00% 0.234%
12 12.847 1846 1852 1863 rVB 500482 876462 19.24% 4.478%
13 13.100 1889 1895 1901 rBV 80942 163213 3.58% 0.834%
14 13.171 1902 1907 1914 rVB2 159700 301207 6.61% 1.539%
15 13.335 1919 1935 1942 rBV3 85710 271621 5.96%  1.388%
16 13.482 1954 1960 1965 rBV 278189 448259 9.84% 290%

17 13.529 1965 1968 1973 rVB 35093 55174  1.21%
18 13.671 1973 1992 2007 rBV5 115697 642298 14.10%
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R

19 13.794 2007 2013 2023 rBV2 613752 1244823 27.33% 360%
20 14.018 2033 2051 2058 rBV6 196543 748085 16.42% 822%
21 14.106 2061 2066 2073 rVV3 168581 352063 7.73%  1.799%
22 14.176 2073 2078 2084 rVB2 197632 343378 7.54%  1.754%
23 14.247 2085 2090 2092 rBV2 33840 54524  1.20% 0.279%
24 14.329 2100 2104 2109 rVB 39594 59126 1.30% ©.302%
25 14.435 2118 2122 2127 rBV2 42946 88314 1.94% 0.451%
26 14.570 2140 2145 2151 rVB8 49778 110651 2.43% 0.565%
27 14.629 2151 2155 2157 rBV3 40948 59977 1.32% ©.306%
28 14.659 2157 2160 2163 rVV2 53547 76188 1.67% ©.389%
29 14.694 2163 2166 2170 rVB 72499 91121 2.00% 0.466%
30 14.794 2177 2183 2187 rBV6 24022 53583 1.18% 0.274%
31 14.847 2187 2192 2202 rVB9 32694 94190 2.07% ©0.481%
32 14.959 2202 2211 2217 rVB5 102653 197585 4.34% 1.010%
33 15.035 2218 2224 2234 rBv4 107473 341979  7.51% 1.747%
34 15.206 2248 2253 2260 rVB3 48646 95190 2.09% 0.486%
35 15.317 2267 2272 2282 rBV7 38249 88547 1.94%  ©.452%
36 15.441 2287 2293 2299 rVB5 36606 83153 1.83% 0.425%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82270.D

Acqg On : 22 May 2024 03:57

Operator : JC\MD

Sample : P2494-10 40X

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 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

37 15.641 2315 2327 2339 rBV 2305732 4555537 100.00% 23.276%
38 15.747 2339 2345 2351 rVB2 56519 117773 2.59% 0.602%
39 15.829 2356 2359 2371 rVB3 57266 123121 2.70% ©.629%

40 15.947 2371 2379 2386 rBvlie 31863 98707 2.17%  0.504%
41 16.029 2388 2393 2400 rBVlie 16294 45797 1.01% 0.234%
42 16.253 2427 2431 2439 rVBle 26702 65002 1.43% 0.332%
43 16.717 2502 2510 2513 rBV3 31973 75214 1.65% 0.384%

44 16.782 2513 2521 2522 rBV 1139152 1761337 38.66%  8.999%

Sum of corrected areas: 19571743
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82270.D

Acqg On : 22 May 2024 03:57

Operator JC\MD

Sample : P2494-10 40X

Misc : 5.06g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51524W.M
: SW846 8260

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

Abundance TIC: VN082270.D\data.ms
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Abundance TIC: VN082270.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82270.D

Acqg On : 22 May 2024 03:57

Operator : JC\MD

Sample : P2494-10 40X

Misc : 5.06g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.100 6.56 ug/1l 163213 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1895 (13.100 min): VN082270.D\data.ms (-1889) (- | m/z 105.00 100.00%
105.0
5000
120.0
389 g 77"0 91.0 13.00 13.50
Obrrreprereeertireetiettor bbb m/z 119.95  31.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 el AT
1200 13.00 13.50
m/z 77.00 14.06%
77.0 91.0
OH’]T\sw.p’\H‘\‘\\?\’\g‘.(\)\\\“\Hﬁ%\“\ow‘\Hm‘HH“M\\‘\H\‘H‘\‘\“‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
=t .
13.00 13.50
5000 m/z 90.95 11.70%
120.0
39.0 77.0 91.0
obr 29 L 0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene e ‘
105.0 13.00 13.50
m/z 106.00 9.80%
120.0
5000
39.0 77.0 91.0 /\J\ /\
0H,HH,mh‘m““‘mi‘mﬁ%;‘?m‘1“HH“;HW‘:!“mh“‘mwuu Loy S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@e52124\

: VN@82270.D
: 22 May 2024 03:57

JC\MD

: P2494-10 40X
: 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 45  Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51524W.M

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 unknownl13.335 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.335 10.91 ug/l 271621 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 46
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 46
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 46
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 46
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 46
Abundance Scan 1935 (13.335 min): VN082270.D\data.ms (-1919) (- | m/z 105.00 100.00%
105.0
5000 140.9
. 77‘-0 | ‘ . 13.00 13.50
O e i sl M 049 s 140,95 a4.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 /\\
5000 A AN
13.00 13.50
79.0 m/z 120.10 29.31%
32.0 -
0\\\‘\‘H\“‘H‘\\“\‘\H“HMH\\‘\“‘HH‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #10706: Benzene, (1-methylethyl)-
105.0
AV AT
13.00 13.50
5000 m/z 155.95 17.22%
51.0 770
20, L
ot e e
m/z--> 20 40 60 80 100 120 140 160 //\\\
Abundance #10715: Benzene, 1,2,3-trimethyl- 1
105.0 13.00 13.50
m/z 115.00 14.41%
5000
39.0 77.0
o250 L B89 Ll — A
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@82270.D

Acqg On : 22 May 2024 03:57

Operator : JC\MD

Sample : P2494-10 40X

Misc : 5.06g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 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, 2,7-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.671  25.80 ug/l 642298 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
Abundance Scan 1992 (13.671 min): VN082270.D\data.ms (-1973) (1 m/z 155.95 100.00%
155.9
5000 /\ /\/\
— ]
13.50 14.00
0 m/z 141.00 70.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0 /\\
5000 /\ ‘ T
13.50 14.00
m/z 155.00  37.36%
970 510 77.0 128.0
O T 020 | )
O\\\‘\\\\‘\\‘\\“\\\“\‘\‘\‘\\“\\\\‘\‘\‘\\i\\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
T “
13.50 14.00
5000 m/z 118.95 21.49%
115.0
510 770
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 \
Abundance #33164: Naphthalene, 1,6-dimethyl- v e
156.0 13.50 14.00
m/z 127.95 17.94%
5000
115.0
ol 220 o0 Tyl e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 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@82270.D

Acqg On : 22 May 2024 03:57

Operator : JC\MD

Sample : P2494-10 40X

Misc : 5.06g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 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, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.018 30.05 ug/l 748085 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 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 2051 (14.018 min): VN082270.D\data.ms (-2033) (- m/z 156.00 100.00%
156.0

I

14. OO

5000

0! m/z 141.00 82.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000 . K/Y
14.00
115.0 ITI/Z 118.95 68.26%
51.0 76.0
O\\\‘2\7\.\0\“\\“\\“”\\MU“\\\\‘\\\‘\‘\‘!‘\\“‘\\‘\H‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0 Jk/
o —
14.00
5000 ITI/Z 155.00 28.45%
77.0
51.0 115.0
ol 20 iy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl- T ‘/T
156.0 14.00

m/z 115.00  27.80%

5000
115.0
270 510 ‘
0 ‘\M\H\ L \“‘ H M‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82270.D

Acqg On : 22 May 2024 03:57

Operator : JC\MD

Sample : P2494-10 40X

Misc : 5.06g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 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 Decane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.106 14.14 ug/1l 352063 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 89
2 Undecane 156 C11H24 001120-21-4 47
3 Nonane 128 C9H20 000111-84-2 46
4 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 43
5 Tridecane 184 C13H28 000629-50-5 38
Abundance Scan 2066 (14.106 min): VN082270.D\data.ms (-2061) (- | m/z 56.95 100.00%
57.0
5000 156.0
85.0
39/0 1 ]
‘ 1149 138.9 14.00 14.50
Ol m/z 43.00 96.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22067: Decane
43.0
5000 o Pl
71.0 14.00 14.50
m/z 41.00 63.68%
Ll Lm0 o
O\\\‘\}\\‘i}\\‘\“\\‘\\‘1\\\”‘\\\‘\’\\\\“\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
— —
14.00 14.50
m/z 71.00  48.92%
5000 85.0
29.0
Ll e e
Ot il el
m/z--> 20 40 60 80 100 120 140 160
Abundance #14520: Nonane *W”NV\VW“ —
43.0 14.00 14.50
m/z 156.00  48.05%
5000
85.0
m/z--> 20 40 60 80 100 120 140 160 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@82270.D

Acqg On : 22 May 2024 03:57

Operator : JC\MD

Sample : P2494-10 40X

Misc : 5.06g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 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 Indene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.176  13.79 ug/1 343378 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 94
2 3-Methylphenylacetylene 116 C9H8 000766-82-5 94
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 90
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 90
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 87
Abundance Scan 2078 (14.176 min): VN082270.D\data.ms (-2073) (- | m/z 115.00 100.00%
115.0
5000
== =
38.9 67'0 88‘-9 1340 14.00 14.50
Obr ey Ll LML SSAY 1682y 116,00 98.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9541: Indene
116.0
5000 o r—r—
14.00 14.50
m/z 62.95 15.11%
390 630 89.0
O \\\’\\\\“\\H\\H“‘\‘\\\‘\‘\‘\\‘\\\H“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9550: 3-Methylphenylacetylene
115.0
T T
14.00 14.50
5000 m/z 88.90 13.60%
39.0 63.0 89.0
o280 il
m/z--> 20 40 60 80 100 120 140 160
Abundance #9547: Benzene, 1-propynyl- u\‘ = vWV’WW
115.0 14.00 14.50
m/z 105.00 10.33%
5000
39.0 63‘.0 89.0 |
Ol e e e e
m/z--> 20 40 60 80 100 120 140 160 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@82270.D

Acqg On : 22 May 2024 03:57

Operator : JC\MD

Sample : P2494-10 40X

Misc : 5.06g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 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 7.94 ug/1 197585 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Tridecane 184 C13H28 000629-50-5 58
3 Hexadecane 226 C1l6H34 000544-76-3 58
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 58
Abundance Scan 2211 (14.959 min): VN082270.D\data.ms (-2202) (- | m/z 57.00 100.00%
57.0
5000
85.0
119.0 -
1480 15.00
0 208.1 m/z 42.95 87.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 R
85.0 15.00
m/z 41.00 65.38%
290 170.0
0 \\\‘\‘\‘\\“‘\\\H“\\“\\“l\\\“‘]\-%}‘2\‘0\‘\]\-\4‘]_\9\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59026: Tridecane
57.0
——
15.00
5000 m/z 71.00 52.16%
29.0 85.0
e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane T
57.0 15.00
m/z 85.00 30.11%
5000
85.0
29.0
H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H‘HH e o iy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82270.D

Acqg On : 22 May 2024 03:57

Operator : JC\MD

Sample : P2494-10 40X

Misc : 5.06g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 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, 1l-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.035 13.74 ug/1 341979 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 93
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 87

Abundance Scan 2224 (15.035 min): VN082270.D\data.ms (-2218) (- | m/z 119.00 100.00%
119.0
5000
39.0 15.00 |
0 650 \ \‘\ | 1480168.0 15.00
OFrrr v HHW bl - T m/z 134.05  38.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 A ra i Sy
15.00
91.0 m/z 117.00  18.84%
39.0 650‘ ‘ ‘
O\\\‘\‘}\\“‘\\‘\\‘\\\\H‘\\\\‘m\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 100 120 140 160 180
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
T T [
15.00
5000 m/z 91.00 16.68%
91.0
BT N
Ot e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- —— ‘
119.0 15.00
m/z 132.95 14.29%
5000
91.0
39.0 65.0 ‘ ‘
L N N A RO I ' AW
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82270.D

Acqg On : 22 May 2024 03:57

Operator : JC\MD

Sample : P2494-10 40X

Misc : 5.06g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 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 9 Naphthalene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.782 70.75 ug/1 1761346  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 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72

Abundance Scan 2521 (16.782 min): VN082270.D\data.ms (-2513) (- | m/z 142.00 100.00%

142.0
5000
—
63.0 113.0 ) 16.40 16.60
Ol et o b 2700 2810 /7 141,00 85.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 Tty
16.40 16.60
m/z 115.00 36.66%
O2’\\.\\“\\Hf?ﬁ:\ﬁ\)”\‘\‘\‘f\‘\\\‘}‘o\\\\i\\\\‘\\H‘HH‘H\\‘\H\‘\\H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
—
16.40 16.60
5000 m/z 143.00 11.61%
0270\ \\6\%:(\\)\\ A 11\\'0 I
R L e AR AR AR AR R AR
m/z--> 20 40 60 80 100120140160180200220240260280
\

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —
141.0 16.40 16.60

m/z 138.95 11.21%

5000

—

27.0 ’ 113.0
LA N P | S S

m/z--> 20 40 60 80 100120140160180200220240260280 16.40  16.60

82NO51524W.M Wed May 22 15:12:27 2024 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82270.D

Acqg On : 22 May 2024 03:57

Operator : JC\MD

Sample : P2494-10 40X

Misc : 5.06g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 45 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|
Benzene, 1l-ethy... 13.100 6.6 ug/l 163213 4 13.794 1244820 50.0
unknown13.335 13.335 10.9 ug/l 271621 4 13.794 1244820 50.0
Naphthalene, 2,... 13.671 25.8 wug/l 642298 4 13.794 1244820 50.0
Naphthalene, 2,... 14.018 30.1 ug/l 748085 4 13.794 1244820 50.0
Decane 14.106 14.1 ug/l 352063 4 13.794 1244820 50.0
Indene 14.176 13.8 ug/l 343378 4 13.794 1244820 50.0
Dodecane 14.959 7.9 ug/l 197585 4 13.794 1244820 50.0
Benzene, 1l-ethy... 15.035 13.7 ug/l 341979 4 13.794 1244820 50.0
Naphthalene, 2-... 16.782 70.8 ug/l 1761340 4 13.794 1244820 50.0
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