LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 49 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@82274.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 8.165 1047 1056 1061 rBV 152329 370213 12.04%  2.233%
2 8.224 1061 1066 1079 rVB 282781 636212 20.70% 3.837%
3 8.583 1117 1127 1140 rBV 187029 458381 14.91% 2.765%
4 9.100 1206 1215 1226 rBV 411796 868960 28.27% 5.241%
5 10.565 1454 1464 1471 rBV 660155 1240261 40.35% 7.481%
6 10.630 1471 1475 1484 rVB 69211 126031 4.10% 0.760%
7 11.865 1677 1685 1696 rBV 619641 1108332 36.06% 6.685%
8 11.965 1696 1702 1708 rBV 26924 44594  1.45% 0.269%
9 12.065 1712 1719 1729 rBV 142053 264499 8.61% 1.595%
10 12.400 1764 1776 1785 rBV 131426 253937 8.26% 1.532%
11 12.624 1802 1814 1823 rBV3 20177 100396 3.27% 0.606%
12 12.847 1846 1852 1862 rVB 510891 875200 28.47% 5.279%
13 13.100 1889 1895 1902 rBV2 52030 118406 3.85% 0.714%
14 13.176 1902 1908 1914 rVB2 111265 207284 6.74%  1.250%
15 13.335 1920 1935 1942 rBV4 66778 247534  8.05%  1.493%

16 13.482 1953 1960 1965 rBV 190837 314918 10.25%
17 13.529 1965 1968 1973 rVB2 26104 38881 1.26%
18 13.676 1973 1993 2006 rBV5 126389 712316 23.18%

PO POPR
N
\e]
~N
R

19 13.794 2006 2013 2022 rVB2 598946 1157930 37.67% 984%
20 14.012 2033 2050 2060 rBV6 206441 788758 25.66% 758%
21 14.106 2060 2066 2073 rVV3 144458 365920 11.91% 2.207%
22 14.176 2074 2078 2083 rVB2 129410 220720 7.18% 1.331%
23 14.247 2085 2090 2091 rBV2 23245 33434 1.09% 0.202%
24 14.329 2100 2104 2108 rVB 29956 41380 1.35% ©.250%
25 14.441 2117 2123 2127 rBV6 33802 72372 2.35% ©0.437%
26 14.570 2138 2145 2151 rVB4 54126 144822 4.71% 0.874%
27 14.629 2151 2155 2157 rBV5 30488 43631 1.42% ©.263%
28 14.659 2157 2160 2163 rVV3 38776 58249 1.90% ©.351%
29 14.694 2163 2166 2170 rVB 45273 60116 1.96% 0.363%
30 14.841 2187 2191 2202 rVB7 31812 98522 3.21% ©.594%
31 14.959 2202 2211 2217 rVB3 77858 152315 4.96% ©.919%
32 15.041 2218 2225 2234 rBV6 76731 273586 8.90% 1.650%
33 15.206 2248 2253 2260 rVB5 34072 71591 2.33% 0.432%
34 15.317 2268 2272 2280 rVB7 27838 63441 2.06% ©.383%
35 15.429 2287 2291 2299 rVB4 26910 60426 1.97% ©.364%
36 15.517 2302 2306 2314 rVB8 25644 68092 2.22% 0.411%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 49 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 1552082 3073617 100.00% 18.539%
38 15.747 2339 2345 2350 rVB3 41482 79840 2.60% 0.482%
39 15.829 2356 2359 2371 rVB6 50380 110998 3.61% 0.670%
40 15.947 2371 2379 2386 rBV8 24548 82848 2.70% 0.500%
41 16.023 2386 2392 2397 rBVv8 17112 43768 1.42% 0.264%
42 16.112 2400 2407 2414 rVB9 19911 70034  2.28% 0.422%
43 16.253 2429 2431 2439 rVB6 26537 49310 1.60% 0.297%
44 16.711 2503 2509 2513 rBv4 20745 48000 1.56% ©0.290%
45 16.782 2513 2521 2522 rBV 779831 1258881 40.96% 7.593%

Sum of corrected areas: 16578956
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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: VN082274.D\data.ms
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Abundance TIC: VN082274.D\data.ms

1400000
1200000
1000000

800000
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600000
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200000 8.1 8.583
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0—— — — e — " —— — —7 — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN082274.D\data.ms
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1400000
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800000
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o
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400000
3.48
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T T — 1 T T ] T T T - | -

‘ T ‘ T T ‘ T T ‘ T T ‘ ‘
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.100 5.11 ug/1 118406 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 87
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 83
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 68
Abundance Scan 1895 (13.100 min): VN082274.D\data.ms (-1889) (- | m/z 104.95 100.00%
105.0
5000
39.0 76.8 | 161 13.00 13.50
Ol ekt W 3279 1BLO 156 60 26.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 AL
13.00 13.50
m/z 90.85 13.83%
77.0
39.0
0\:\I-\S‘-Q‘\\\“‘\\\5\8“.9\\\““\\‘}\“1‘\\‘\‘w\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
P —
13.00 13.50
5000 m/z 76.85 12.46%
79.0
wo ]
Y S P STERS A | Y SN—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10722: Benzene, 1-ethyl-2-methyl- Gt TANREYA :
105.0 13.00 13.50
m/z 102.90 10.10%
5000
39.0 77.0
0 NN V.= R Y S —
m/z--> 20 40 60 80 100 120 140 160 180 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@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 unknownl13.335 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.335 10.69 ug/l 247534  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 49
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 43
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 42
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 42
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 42
Abundance Scan 1935 (13.335 min): VN082274.D\data.ms (-1920) (- | m/z 105.00 100.00%
105.0
141.0
5000
8o 710 ‘ ‘ 13.00 13.50
R N uw‘”‘ - Al 1740 14100 67.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33121: Naphthalene, 2-ethyl-
141.0 /\
5000 e e,
13.00 13.50
115.0 m/z 155.95  29.13%
70.0
Ot ‘2\7\.(\)\“ \5\1‘\.(\)“‘\ \‘\‘1”‘8\9\.\0\ T \‘\ T \“1‘\ \“‘\ T M“ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33122: Naphthalene, 1-ethyl-
141.0
13.00 13.50
5000 m/z 120.10 23.93%
115.0
27.0 63.0 89.0 | ‘
O b ettt Ll
m/z--> 20 40 60 80 100 120 140 160
Abundance #10724: Benzene, 1-ethyl-2-methyl- =l A P
105.0 13.00 13.50
m/z 114.95 21.53%
5000
77.0
270 10 | | | ‘
O b et et e e — —Ar—
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@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.676 30.76 ug/l 712316 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 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
Abundance Scan 1993 (13.676 min): VN082274.D\data.ms (-1973) (- | m/z 156.00 100.00%
156.0
5000
AN
39.0 9 128.0 1350 14.00
: ' 90.9 : :
Ob ety b 108.8) ' Lodloe w7z 141.00  68.65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0 /\\
5000 /\ ‘ DU
13.50 14.00
770 115.0 m/z 154.95  34.80%
27.0 51.0 H ‘ ‘
0 H\‘\‘\.H“\\“\ \“‘h\\‘\”\“\‘\‘H“\Hi‘\“\a-\?)\z‘p\‘w‘m\
miz--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
R -
13.50 14.00
5000 m/z 128.00 16.87%
115.0
L L S |
miz--> 20 40 60 80 100 120 140 160 JM\W
Abundance #33147: Naphthalene, 2,7-dimethyl- e ——
156.0 13.50 14.00
m/z 114.95 13.97%
5000
77.0 128.0
41.0
SN N MR R T | NS EWAS
m/z--> 200 40 60 80 100 120 140 160 13.50 14.00

82NO051524W.M Wed May 22 15:15:01 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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.
14.012 34.06 ug/l 788758 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, 1,5-dimethyl- 156 C12H12 000571-61-9 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
Abundance Scan 2050 (14.012 min): VN082274.D\data.ms (-2033) (- | m/z 156.00 100.00%
156.0
5000
119.0
T
s1.0 /7.0 o 14.00
0“““‘nH‘HMwJUm‘ : Efﬂderr m/z 141.00 87.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 /\\
5000 A /T
14.00
115.0 m/z 118.95 30.90%
76.0 ‘
51.0
27.0
0 \\\‘\‘\ T \“ T \“\ \“‘M‘\‘\‘L\h‘ b “\ 71 T \“!‘\ \“‘\ \M‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33166: Naphthalene, 1,5-dimethyl- K
156.0
14.00
5000 m/z 155.00 29.54%
76.0 115.0
51.0
27.0 3
oo 0y | o |
m/z--> 20 40 60 80 100 120 140 160
Abundance #33137: Naphthalene, 1,6-dimethyl- L ‘
156.0 14.00
m/z 114.90  24.31%
5000
77.0 115.0
ol 270 A0y 950 | 1380 || I\
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_N\Data\VN©52124\
Data File : VN@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 Naphthalene, 2,7-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.106  15.80 ug/l 365920 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 92
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 86
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 83
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 83
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 83

Abundance Scan 2066 (14.106 min): VN082274.D\data.ms (-2060) (- | m/z 57.00 100.00%

57.0 156.0
5000

. T
14.00 14.50

0° m/z 43.00 94.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 = =T
14.00 14.50
770 115.0 m/z 156.00  88.97%
27.0 51.0 ‘ ‘ ‘
0 \H‘\‘\.H“H“\ \“‘h\\‘\”!“\‘\‘\\“\Hi‘\“\a-?]‘pw‘w‘\mw
m/z--> 20 40 60 80 100 120 140 160
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0 /\
e L
14.00 14.50
5000 ITI/Z 40.95 65.70%
77.0 128.0
200 | 519 [ 1020 |y
Ol e S el
m/z--> 20 40 60 80 100 120 140 160
Abundance #33149: Naphthalene, 2,3-dimethyl- —— —r
156.0 14.00 14.50
m/z 141.00 56.17%
5000
76.0 115.0
51.0 : M
o 20 10 T a0 | sso | PN
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@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 7
R.T. EstConc Area Relative to ISTD R.T.
14.176 9.53 ug/l 220720 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 93
2 3-Methylphenylacetylene 116 C9H8 000766-82-5 87
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 87
4 2-Methylphenylacetylene 116 CO9H8 000766-47-2 83
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 80
Abundance Scan 2078 (14.176 min): VN082274.D\data.ms (-2074) (- | m/z 115.00 100.00%
115.0
5000
== -
38.9 670 89‘-0 14.00 14.50
Ol b Ll sl L1679 2068 o 116,00 95.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9542: Indene
116.0
5000 e N

14.00 14.50
m/z 62.95 14.73%

39.0 630 ggo
\\\‘\‘H\“‘HH\\““‘\\H‘H\\‘\\\“‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9550: 3-Methylphenylacetylene
115.0 WW/J\M

o

14 00 14. 50
5000 ITI z 89.00 14.61%
63.0 89.0
0*1*5*(\)***33‘(*)*”**‘\“HH\H‘*‘\*H“\HH\HH\HH\HH\HH '\J\ /\”/\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9547: Benzene, 1-propynyl- ‘ Nw\“
115.0 14.00 14. 50

m/z 105.00 10.88%

5000

0 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@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 Naphthalene, 1,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.570 6.25 ug/1 144822  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 64
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 64
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 64
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 55
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 53

Abundance Scan 2145 (14.570 min): VN082274.D\data.ms (-2138) (. | m/z 118.95 100.00%

110.0 141.0
5000 5.1 M
T [

39“ 758 980 ‘ 14.50
— MJNM%HMwwqhﬂhhuuW};M&MLM\ww

0 ok el m/z 141.00 88.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0 /ﬂj\k
5000 T fmd/\kﬁ
14.50
115.0 m/z 156.05 87.45%

77.0
27.0 51.0

139.0
80 |
0 \\\‘\‘\\\“\\“\\“‘M‘\‘\‘L“J‘\‘\‘\\“\\\1‘\“!‘\\“‘\\

miz--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl- //\
156.0 //\

e ——
14.50
5000 ITI/Z 57.10 50.36%
770 115.0
51.0 : 139.0
27.0 98.0
0\\\‘\‘\\\“\\“\\“M\‘\HH“\‘\‘\\“\\\‘{‘\“!‘\\“‘\\ J—’_Yi
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl- s
141.0 14.50
m/z 114.85 42.03%
5000
115.0
76.0
51.0
27.0 98.0 ‘ ,ﬂi&o
b B0 Y 0980 L L 4RO )
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.959 6.58 ug/1 152315 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 72
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 2211 (14.959 min): VN082274.D\data.ms (-2202) (- | m/z 57.00 100.00%
57.0
5000
85.0
119.0 L
15.00
141.2 170.1
O bbbl 3558 ST 20680 s 4300 91.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45479: Dodecane
43.0
71.0
5000 R
15.00
m/z 41.00 57.74%
“ “ H | 98.0 1270 170.0
O\\\‘\H\H\\”\“\M\‘\\\\H‘\HH\‘\“\H“HH‘H‘H‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane
57.0
——
15.00
5000 m/z 70.95 51.43%
29.0 85.0
0 AL ) 130 1410 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #228590: Tetradecane, 1-iodo- —
57.0 15.00
m/z 84.95 30.30%
5000
29.0
85.0
155.0 M
SN 0 T e N 1 PO Y P WO
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 unknownl5.041 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.041 11.81 ug/1l 273586 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 49
2 p-Cymene 134 C1eH14 000099-87-6 47
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 46
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 46
5 o-Cymene 134 C1oH14 000527-84-4 46
Abundance Scan 2225 (15.041 min): VN082274.D\data.ms (-2218) (- m/z 118.95 100.00%
119.0
- M
91.0 ALY :
390 69 | ‘ 14791681 15.00
ob el il eth b 20T g7 116,05 39.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 e :
15.00
91.0 m/z 134.00 35.81%
39.0 650 ’
0 \\\“ \‘\\\“‘1\‘\‘\"\“\\\““\\‘\\‘W\ \‘MH\“\‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16992: p-Cymene
119.0 A
A \
15.00
5000 m/z 90.95 22.42%
91.0 ‘
41.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- —— ‘
119.0 15.00
m/z 114.90 18.61%
5000
91.0
39.0 650 ‘ ‘
olas0 0 T M
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@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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  54.36 ug/l 1258880 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
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): VN082274.D\data.ms (-2513) (- | m/z 142.00 100.00%

142.0
5000
T
63.0 113.0 16.40 16.60
. 4
Olprrrdrbbody e 2RO 1699 L 280€ o 140,95 84.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 USRS
16.40 16.60
m/z 114.95 35.65%
390 710 1130 |
’\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
T
16.40 16.60
5000 m/z 138.95 10.84%
0270\ \\6\%:(\\)\\ il 11\\'0 I
Ptk b e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
T

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

m/z 143.00 10.50%

5000

L\j::::::IZ:>

27.0 ' 113.0
0B L b bl e e e 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@82274.D

Acqg On : 22 May 2024 05:33

Operator : JC\MD

Sample : P2494-14 40X

Misc : 5.09g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 49 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 5.1 wug/l 118406 4 13.794 1157930 50.0
unknown13.335 13.335 10.7 ug/l 247534 4 13.794 1157930 50.0
Naphthalene, 2,... 13.676 30.8 ug/l 712316 4 13.794 1157930 50.0
Naphthalene, 2,... 14.012 34.1 ug/l 788758 4 13.794 1157930 50.0
Naphthalene, 2,... 14.106 15.8 ug/l 365920 4 13.794 1157930 50.0
Indene 14.176 9.5 ug/l 220720 4 13.794 1157930 50.0
Naphthalene, 1,... 14.570 6.3 ug/l 144822 4 13.794 1157930 50.0
Dodecane 14.959 6.6 ug/l 152315 4 13.794 1157930 50.0
unknownl15.041 15.041 11.8 ug/l 273586 4 13.794 1157930 50.0
Naphthalene, 2-... 16.782 54.4 ug/l 1258880 4 13.794 1157930 50.0
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