LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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@82272.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 rBV 157641 373871 9.11% 1.939%
2 8.224 1061 1066 1078 rVB 285366 649300 15.82% 3.367%
3 8.582 1116 1127 1140 rBV3 188821 469946 11.45% 2.437%
4 9.100 1205 1215 1229 rBV 429138 881377 21.47% 4.570%
5 10.571 1456 1465 1471 rBV 672251 1252919 30.53% 6.497%

6 10.629 1471 1475 1486 rVB 89323 163284 3
7 11.865 1676 1685 1695 rBV 622010 1121523 27.
8 11.965 1695 1702 1708 rVB 34348 57154  1.39%
9 12.070 1712 1720 1730 rVV 187797 357766 8
10 12.400 1764 1776 1784 rBV 182137 337163 8

P RPOUVIO®
N
Xe]
(o))
R

11 12.606 1795 1811 1814 rBV6 27014 95471 2
12 12.853 1846 1853 1862 rVB 507119 895325 21.
13 13.100 1889 1895 1902 rBV 70841 160638 3.91%
14 13.170 1902 1907 1916 rVB2 149196 271955 6
15 13.335 1919 1935 1942 rBV2 89532 3217% 7

P RO~
o]
w
w
B

16 13.482 1953 1960 1965 rBV 253879 413494 10.07%
17 13.529 1965 1968 1973 rVB2 31247 46178 1.13%
18 13.670 1973 1992 2007 rBv4 155977 875935 21.34%

PO phoON
Ul
IS
N
R

19 13.794 2007 2013 2022 rVV2 618285 1211749 29.52% 284%
20 14.017 2033 2051 2058 rBV5 250176 963119 23.47% 994%
21 14.106 2060 2066 2073 rVV3 198204 481492 11.73%  2.497%
22 14.176 2074 2078 2084 rVB2 163633 276908 6.75% 1.436%
23 14.329 2100 2104 2108 rVB2 37712 57478 1.40% 0.298%
24 14.441 2118 2123 2126 rBv4 41310 74858 1.82% ©.388%
25 14.629 2151 2155 2157 rBV3 41352 57345 1.40% ©.297%
26 14.658 2157 2160 2163 rVV3 51104 77472 1.89% 0.402%
27 14.694 2163 2166 2170 rVB 65376 82022 2.00% 0.425%
28 14.847 2187 2192 2201 rVB7 42359 124099 3.02% ©0.644%
29 14.958 2202 2211 2218 rVB4 111790 218343 5.32% 1.132%
30 15.041 2218 2225 2235 rBV7 105192 392978 9.57% 2.038%
31 15.206 2249 2253 2260 rVB4 43329 84470 2.06% ©0.438%
32 15.317 2268 2272 2282 rVB6 37874 86189 2.10% 0.447%
33 15.429 2287 2291 2300 rVB7 31570 70023 1.71% 0.363%
34 15.641 2315 2327 2338 rBV 2088453 4104382 100.00% 21.283%
35 15.741 2340 2344 2350 rVB2 52569 103261 2.52% ©.535%

36 15.829 2356 2359 2370 rVB4 62927 132459 3.23% 0.687%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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 15.947 2371 2379 2386 rBV7 30953 87683 2.14%  ©.455%
38 16.258 2428 2432 2438 rVB8 30640 67705 1.65% ©.351%
39 16.500 2463 2473 2478 rBV8 21899 64924  1.58% ©0.337%
40 16.717 2503 2510 2513 rBV2 27231 63664 1.55% 0.330%

41 16.782 2513 2521 2522 rBV 1082193 1656686 40.36% 8.591%

Sum of corrected areas: 19284338
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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: VN082272.D\data.ms
2000000

1500000

1000000

500000

0 LML L L L L L L L L L L L B B

Time--> 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 6.40 6.60 6.80
Abundance TIC: VN082272.D\data.ms

2000000

1500000

1000000
10.571

500000 9.100

8.582
0 \ \ \ \ \ \ \ i

T \ \ \ T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN082272.D\data.ms

2000000

15.641

1500000

16.7
1000000

13.794

12.853

500000

13.482 1404705,
12. 070 12.400 13.67 176
12606 || LI0C 3353 2 14389143 gﬁﬁ@@zg IR 10258165000 71

O

Time--> 12. 00 12.50 13 00 13 50 14.00 14.50 15 00 15 50 16. 00 16. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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 9
R.T. EstConc Area Relative to ISTD R.T.
13.100 6.63 ug/1l 160638 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 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1895 (13.100 min): VN082272.D\data.ms (-1889) (- | m/z 105.00 100.00%

105.0
5000

76.9
39.0 13.00 13.50
7

Obrrbe REQ b 4730 106 60 32.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-

105.0
5000 —h A :
13.00 13.50

m/z 76.90  12.39%

39.0
O\\1\8’0\\\\‘\\\5\9‘q\\\M‘\\‘}\’M‘\\‘\““\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

13 OO 13 50
5000 90.95  12.34%
39.0 77.0
P TRN - A T A
m/z--> 20 40 60 80 100 120 140 160
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 13 00 13 50

m/z 102.90 9.64%

5000
),
0 150 390 59q ‘\\ ‘ ‘ AL [ R B

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@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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, 1-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.335 13.28 ug/l 321790 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 87
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 70
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 70
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 38
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 38
Abundance Scan 1935 (13.335 min): VN082272.D\data.ms (-1919) (- | m/z 105.00 100.00%
105.0
141.0
5000
38.9 76.9 | ‘ 13.00 13.50
Y P P M‘;MM bl 2739 141 00 67.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000 — P,
13.00 13.50
115.0 m/z 120.00 32.35%
27.0 63.0 89.0 ‘ Ll
[ T \‘r‘ T \“ T \“\ T “‘} T \Ml“ T \‘-\ T \“\‘\ \‘i T \W\“ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
AL
13.00 13.50
5000 m/z 156.00 31.06%
77.0
o 0 1L
SR e T | L ] ) R
m/z--> 20 40 60 80 100 120 140 160 /\\
Abundance #33125: Naphthalene, 2-ethyl- e
141.0 13.00 13.50
m/z 114.90  19.38%
5000
115.0
1. 76.0
- Xl R MR P | Y 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@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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 3
R.T. EstConc Area Relative to ISTD R.T.
13.670  36.14 ug/l 875935 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, 1,7-dimethyl- 156 C12H12 000575-37-1 94
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 93

Abundance Scan 1992 (13.670 min): VN082272.D\data.ms (-1973) (1 | m/z 156.00 100.00%
156.0
5000 /\
1 e
39.0 7.0 13.50 14.00
NN N 27 €. W m/z 140.95 68.91%
miz--> 20 40 60 80 100 120 140 160
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 /\
5000 /\ ‘ J
13.50 14.00
6.0 115.0 m/Z 155.00 35.05%
51.0 . 139.0
0 ‘2\7‘\.(\)\“ T \“\ T “H‘\ \MU" Tt \9\8‘0\ T \‘1 T \“!‘\ T i‘\ \‘U‘ “ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
e “
13.50 14.00
5000 ITI/Z 114.95 17.98%
115.0
51.0 77.0 139.0
o280 T 980 | T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33146: Naphthalene, 2,7-dimethyl- =0 =
156.0 13.50 14.00
m/z 128.00 17.57%
5000
77.0 4 W///’\N%
115.0
Ob e SO o7t B0 ) M)
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@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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, 1,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.017 39.74 ug/1l 963119 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 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 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): VN082272.D\data.ms (-2033) (- | m/z 156.00 100.00%
156.0
5000 119.0 /\
T I
sto 710 ‘ 1330 14.00
ob J‘wp‘khwm‘ BT R T A ‘i“ wH“‘ ~  m/z 140.95 88.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 /\
5000 4 ﬁ‘
14.00
115.0 m/z 118.95 47.75%
51.0 76.0
O ‘2\7‘\.(\)\“ T \“\ T “M‘\‘\‘LUJ‘ e \9\8‘(‘)\ -t T \“!‘\ \“‘\ T 8.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #33141: Naphthalene, 1,3-dimethyl- ]\J
141.0
14.00
5000 ITI/Z 155.00 28.17%
60 115.0
5.0 /6
) S Sl Y .. A 1 .2
m/z--> 20 40 60 80 100 120 140 160
Abundance #33152: Naphthalene, 2,6-dimethyl- T ‘/ﬁ
156.0 14.00
m/z 115.00 25.32%
5000
77.0 115.0
51.0 139.0
ol 270 i u b0 | i AS
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@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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, 1,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.106  19.87 ug/l 481492  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 89
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 89
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 89
Abundance Scan 2066 (14.106 min): VN082272.D\data.ms (-2060) (- | m/z 57.00 100.00%

57.0
156.0
5000
85.0 M
e —
| ‘ ‘ 128.0 14.00 14.50

o‘H"H"m‘waNMM$Mmewh_w‘whu 2088 m/z 43.00  93.02%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0

5000 ! =
14.00 14.50
m/z 156.00 60.04%
77.0 115.0
51.0
O\\\\‘2\7\.(\)\“\\‘\\“1\‘\‘”“\\\\‘\\\‘\‘\‘1‘\\“‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33130: Naphthalene, 2,7-dimethyl-
156.0 /\
14.00 14.50
5000 ITI/Z 40.95 53.46%
128.0
39.0 77.0
o3 k2020l
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl- —— —
156.0 14.00 14.50
m/z 71.00 44.42%
5000
6.0 115.0
51.0 .
o 20k e bl e | a0,

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@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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  11.43 ug/1 276908 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 C9H8 000766-82-5 94
3 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 87
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 53
5 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 50
Abundance Scan 2078 (14.176 min): VN082272.D\data.ms (-2074) (- m/z 116.00 100.00%
116.0
—— =
390 929 890 14.00 14.50
| | L 1841 ]
O et e ettt e e e m/z 115.00  93.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9542: Indene
116.0
5000 AR o
14.00 14.50
m/z 62.90 14.70%
390 630 89.0
O\\‘\H\%ﬂ-\‘p‘\\\‘}“\\H“\\\‘!“\“\“\\‘\1‘\\,HM“HH’HH‘\‘} N ERRRRRRRRNRE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9550: 3-Methylphenylacetylene
115.0
T 1
14.00 14.50
5000 m/z 88.95 13.24%
63.0 89.0
I T T OO SR S B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9552: Benzene, 1-ethynyl-4-methyl- ¢ &AYMW“
115.0 14.00 14.50
m/z 104.95 11.34%
5000
63.0 89.0
0\\‘\\\\‘\\\\‘\\\\‘\\\\iu\\\‘c‘m\‘\1‘”,”\‘\“””,””‘” T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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 9.01 ug/l 218343 1,4-Dichlorobenzene-d4 13.794

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dodecane 170 C12H26 000112-40-3 81

2 Tridecane 184 C13H28 000629-50-5 80

3 Tetradecane 198 C14H30 000629-59-4 80
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64

5 Nonadecane 268 C19H40 000629-92-5 59
Abundance Scan 2211 (14.958 min): VN082272.D\data.ms (-2202) (- 57.00 100.00%

57.0
5000
85.0
1121 15.00
148.0170.0
0 H‘“H‘w:wm"muphhmwmwwp“‘_l‘w“‘w“H%Q?Q 43.00 89.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane
57.0
5000
85.0 15 00

41.00 59.06%

290‘

113.0 170.0
\\\‘\‘\‘\\’\\\\‘\\“\\‘1\\\H‘\\H\‘\‘\?‘\4‘]_\9\\‘\\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane

57.0

o

1500
5000 70.95 55.38%
85.0
29.0
0 d ‘M Ll 1180 1410 184.0
m/z--> Zb 4b Gb Bb 160 1§o 1&0 1é0 léO 260
Abundance #74006: Tetradecane
57.0 15 00

m/z 84.95 31.57%

5000
85.0
290
b Lm0 a0 e 180yl

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@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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, 1,2,3,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.041 16.22 ug/1 392978 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 60
2 o-Cymene 134 C1eH14 000527-84-4 60
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 60
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 55
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 55
Abundance Scan 2225 (15.041 min): VN082272.D\data.ms (-2218) (- | m/z 118.95 100.00%
119.0
91.0 ALY :
55.0 168.0 15.00
0! 433 2088 s 13400 40.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 A AR S e
15.00
91.0 m/z 116.95 38.17%
41.0 g3 ‘
0 \\\‘\‘\\\“\\w‘\“{‘\\\M‘\\\\‘m\\}“l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: o-Cymene
119.0
1 \
15.00
m/z 90.95 25.79%
5000 910 /
39.0 65.0 ‘
o220, bl o M b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- T ‘
119.0 15.00
m/z 114.90  15.59%
5000
39.0 @50 91.0
0 "““H““‘“1““1“”““““m“1‘m‘1“l"M‘HHWH‘HH‘HH —r—
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@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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 1-Iodo-2-methylundecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.829 5.47 ug/1 132459 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 70
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 58
3 Tridecane 184 C13H28 000629-50-5 58
4 Decane, 2-methyl- 156 C11H24 006975-98-0 58
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 53
Abundance Scan 2359 (15.829 min): VN082272.D\data.ms (-2356) (- | m/z 57.00 100.00%
57.0
- -/\’/\/J\N\—V
98 184.1 1556 iéod
1 . . .
152.9
ob— \“ }m“\‘m!wh‘ by H’ (" Hm ‘ \‘M\‘\u ! M“ e 2‘8‘0"9‘ m/z 43.00 77.87%
miz-> 50 100 150 200 250
Abundance #45479: Dodecane
43.0
5000 — —r
85.0 15.50 16.00
m/z 71.00  49.36%
‘ ‘ H 127.0 170.0
Ml lh T
O T ‘\ ‘\ ‘ T ‘! T T H’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
— ——
15.50 16.00
5000 m/z 41.00 38.49%
R7.0 99.0
ol Ll L L0 1890 g 296.( VW\AMM
el e e S
miz--> 50 100 150 200 250
Abundance #59027: Tridecane — ——
57.0 15.50 16.00
m/z 85.00 21.11%
5000
R7.0
‘ \\ “ | 990 1410 1840
R T
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.782 68.36 ug/l 1656690 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
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): VN082272.D\data.ms (-2513) (- | m/z 141.95 100.00%
141.9
5000 //\
T
63.0 113.0 16.40 16.60
O bbb b 4701 2070 280 y/7 141 00 85.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22147: Naphthalene, 1-methyl-
142.0
5000 PUNSEDUSEE
16.40 16.60
m/z 115.00  36.66%
63.0
21Oyl o 2130 )
O ‘\‘H\“HH“\‘\‘\HM\H\‘H‘\H‘\“HHi\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
—
16.40 16.60
5000 m/z 143.00 11.66%
027'0\ \\6\%‘.?\\ Al 11‘\'0 |
R Raan R e A
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — ‘
141.0 16.40 16.60
m/z 139.00 10.73%
5000
63.0
AN IR 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@82272.D

Acqg On : 22 May 2024 04:45

Operator : JC\MD

Sample : P2494-12 40X

Misc : 5.03g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 47 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 160638 4 13.794 1211750 50.0
Naphthalene, 1-... 13.335 13.3 ug/l 321790 4 13.794 1211750 50.0
Naphthalene, 2,... 13.670 36.1 ug/l 875935 4 13.794 1211750 50.0
Naphthalene, 1,... 14.017 39.7 ug/l 963119 4 13.794 1211750 50.0
Naphthalene, 1,... 14.106 19.9 ug/l 481492 4 13.794 1211750 50.0
Indene 14.176 11.4 ug/l 276908 4 13.794 1211750 50.0
Dodecane 14.959 9.0 ug/l 218343 4 13.794 1211750 50.0
Benzene, 1,2,3,... 15.041 16.2 ug/l 392978 4 13.794 1211750 50.0
1-Todo-2-methyl... 15.829 5.5 ug/l 132459 4 13.794 1211750 50.0
Naphthalene, 1-... 16.782 68.4 ug/l 1656690 4 13.794 1211750 50.0
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