LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 38 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@82263.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 139986 330928 9.20% 2.032%
2 8.230 1061 1067 1080 rVB 245669 565270 15.72% 3.472%
3 8.582 1116 1127 1138 rBV 171747 415128 11.55% 2.549%
4 9.100 1207 1215 1224 rBV 368233 769059 21.39% 4.723%
5 10.571 1456 1465 1471 rBV 598779 1106525 30.78% 6.796%

6 10.629 1471 1475 1485 rVB 66860 126175 3
7 11.865 1677 1685 1697 rBV 556241 991597 27.
8 11.965 1697 1702 1708 rVWV 27322 45522 1.27%
9 12.071 1712 1720 1730 rBV 147231 274738 7
10 12.400 1763 1776 1785 rBV 138994 274814 7
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R

11 12.600 1794 1810 1811 rBV8 20608 56827 1
12 12.853 1846 1853 1862 rVB 441309 774199 21.
13 13.100 1889 1895 1899 rBV 55925 105244  2.93%
14 13.170 1901 1907 1915 rVB2 124509 241484 6
15 13.335 1920 1935 1942 rBV3 66590 225859 6

PR OM®
o
N
I
X

16 13.482 1954 1960 1965 rBV 201860 332494  9.25%
17 13.529 1965 1968 1973 rVB 28543 42383 1.18%
18 13.670 1973 1992 2006 rBV3 111922 579678 16.12%
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R

19 13.794 2006 2013 2022 rBV2 560989 1095297 30.46% 727%
20 14.017 2034 2051 2059 rBV5 185754 699589 19.46% 296%
21 14.106 2060 2066 2073 rVV3 142205 335588 9.33% 2.061%
22 14.176 2073 2078 2084 rVB2 147185 266431  7.41% 1.636%
23 14.253 2085 2091 2092 rBV2 28484 44516 1.24% 0.273%
24 14.329 2100 2104 2108 rVB 33697 45330 1.26% ©.278%
25 14.435 2117 2122 2126 rBV6 39353 78723 2.19% ©.483%
26 14.629 2151 2155 2157 rBV3 38112 53078 1.48% ©.326%
27 14.659 2157 2160 2163 rVV3 47737 72038 2.00% 0.442%
28 14.694 2163 2166 2170 rVB 60455 77169 2.15% ©.474%
29 14.800 2176 2184 2188 rBV7 23227 63467 1.77% 0.390%
30 14.841 2188 2191 2201 rVB8 31445 94754  2.64% ©.582%
31 14.959 2201 2211 2218 rBV5 83029 165947 4.62% 1.019%
32 15.035 2218 2224 2234 rBV5 91477 305617 8.50% 1.877%
33 15.206 2248 2253 2260 rVB4 49514 98723 2.75% 0.606%
34 15.317 2268 2272 2283 rVW7 40218 111029 3.09% 0.682%
35 15.429 2287 2291 2299 rVB6 35323 78494  2.18% 0.482%

36 15.641 2314 2327 2339 rBV 1812204 3595325 100.00% 22.080%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 38 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 15.747 2339 2345 2350 rVB 47736 94602 2.63% 0.581%
38 15.829 2357 2359 2370 rVB7 46924 87463  2.43% 0.537%
39 15.947 2372 2379 2386 rBV5 25461 67503 1.88% 0.415%
40 16.494 2464 2472 2478 rBV5 17519 47975 1.33% 0.295%
41 16.717 2502 2510 2513 rBvV2 24513 57878 1.61% ©.355%

42 16.782 2513 2521 2522 rBV 892532 1388559 38.62% 8.528%

Sum of corrected areas: 16283019
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 38 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: VN082263.D\data.ms

1500000

1000000

500000

0 LML LML L L L L L L 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: VN082263.D\data.ms

1500000

1000000

10.571

500000
9.100

230
81 8.582
A 629
0

— — — — — —T — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN082263.D\data.ms

15.641

1500000

1000000 16.7

865 13.794
500000 12.853

12.071  12.400

oL .Q‘GA J\ 125600

1681429047

16.49416.71

5%/3;3\7 N\%ﬂﬁ%.ze&ng 1

T ‘ T T ‘ T T ‘ T ‘ T
14.00 14.50 15.00 15.50

1 ‘ T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 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@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 38 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 7
R.T. EstConc Area Relative to ISTD R.T.
13.335 10.31 ug/l 225859 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 80
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 50
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 43
4 2,4-Nonadiyne 120 C9H12 063621-15-8 42
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 42
Abundance Scan 1935 (13.335 min): VN082263.D\data.ms (-1920) (- | m/z 104.95 100.00%
105.0
141.0
5000
38.9 o 13.00 13.50
‘ P7'y\ M | 174.0 9
Ot L I T S m/z 141.00 54.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 /\
5000 — e
13.00 13.50
770 m/z 120.00  32.16%
270 570 | ‘
0 H\‘\‘\H‘H‘V\“H\‘H\M\“H\‘\”“HH‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #33127: Naphthalene, 1-ethyl-
141.0
s AT
13.00 13.50
5000 m/z 156.00 23.16%
115.0
ol150 390 630 890 L
e B e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #33125: Naphthalene, 2-ethyl- — T
141.0 13.00 13.50
m/z 114.95 17.85%
5000
115.0
1. 76.0
ol 200 20 Ll ONES
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@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 38 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  26.46 ug/l 579678 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, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 1992 (13.670 min): VN082263.D\data.ms (-1973) (- | m/z 156.00 100.00%
156.0
5000 /\
128.0 UL T
38.9 0 oo ] 13.50 14.00
PR TR T 1 ol M sy 1se.95  63.6a%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0 /\\
5000 /\ T T T T T
13.50 14.00
770 1150 m/z 155.00 33.45%
51.0 ’ " 139.0
O LI ‘2\7\‘0\\“ T \“\ T ’H\ T \‘H“ T \‘\9\8.‘()\ T \‘\ ‘ \‘1‘\ \‘i‘\ \‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
Al L e
13.50 14.00
5000 ITI/Z 128.00 18.70%
115.0
51.0 77.0 139.0
ob 80 %10 T w0 190y
m/z--> 20 40 60 80 100 120 140 160 m
Abundance #33137: Naphthalene, 1,6-dimethyl- A ——
156.0 13.50 14.00
m/z 119.00 18.49%
5000
77.0 115.0 ’\ Jk
1. 139.0
ol 20 SO [ e [ 100, Sl
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@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 38 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 31.94 ug/1l 699589 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, 1,8-dimethyl- 156 C12H12 000569-41-5 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
Abundance Scan 2051 (14.017 min): VN082263.D\data.ms (-2034) (- | m/z 156.00 100.00%
156.0
119.0
5000
510 1638 14.00
0! LA 2970 s 14100 84.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 /\
5000 T T
14.00
115.0 m/z 118.95 57.85%
51.0 ‘
27.0
O\\\\‘\\\\‘\\\\‘h\‘\”!h‘\\‘\\‘\\\\‘\“!‘\\“\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33159: Naphthalene, 1,3-dimethyl- j\J
156.0
IS L WU
14.00
5000 m/z 155.00 29.73%
115.0
270 51.0 76.0 ‘ ‘
) R A PPN W W P S—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0 14 00
m/z 114.95  24.95%
5000
s10 (70 1150
o‘H“27“0“‘m“‘1"HuHH_H“_‘luJ‘MU‘“w_m_m L
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@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 38 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 Decane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.106  15.32 ug/1l 335588 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 86
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 64
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 51
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 51
5 Nonane 128 C9H20 000111-84-2 50

Abundance Scan 2066 (14.106 min): VN082263.D\data.ms (-2060) (- | m/z 56.95 100.00%
57.

0
5000 156.0
85.0

e —T
114.9 14.00 14.50
v ‘H} i \\‘HHH;M}‘\ ‘\H‘ gl -l \H\‘\ 207.0

Al bl 20E 0 m/z 43.00 97.30%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0

5000 — sea
71.0 14.00 14.50

m/z 41.00 57.59%

o

99.0 142.0
OZO-AVVZO7.O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
r o
14.00 14.50
5000 ITI/Z 156.00 50.83%
115.0
28.0 69.0
0H“‘H‘“"WH‘“"“‘H“‘w‘!‘u‘i““MWHWWHH
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁ/\
Abundance #33166: Naphthalene, 1,5-dimethyl- L o
156.0 14.00 14.50
m/z 71.00 46.50%
5000
76.0 115.0
51.0
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@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 38 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  12.16 ug/1 266431 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 93
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 90
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 90
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 87
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 80
Abundance Scan 2078 (14.176 min): VN082263.D\data.ms (-2073) (- | m/z 115.00 100.00%
115.0
5000
= e
39.0 63‘0 89.0 14.00 14.50
Oberr e i il L 1868 2089 o190 o5 og. 40
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9543: Indene
116.0
5000 s ——

14.00 14.50
m/z 62.95 13.80%

39.0 63.0 89‘ 0 |
Lo gl l
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9544: Benzene, 1-propynyl-
115.0 m

o

14 00 14. 50
5000 m/z 88.95 13.23%
390 630 89.0
o) A 1 N N —
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #9550: 3-Methylphenylacetylene
115.0 14.00 14.50
m/z 105.00  10.22%
5000
63.0 89.0
NEL B R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82NO51524W.M Wed May 22 15:07:39 2024 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 38 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 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.959 7.58 ug/1 165947 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Hexadecane 226 C1l6H34 000544-76-3 52
3 Tridecane 184 C13H28 000629-50-5 52
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 50
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 50
Abundance Scan 2211 (14.959 min): VN082263.D\data.ms (-2201) (- | m/z 57.00 100.00%
57.0
o /\/\A/\\J\//\\A'
——
15.00
01 m/z 43.00 99.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45479: Dodecane
43.0
71.0
5000 IR
15.00
m/z 41.00 58.22%
‘ ‘ H 98.0 1270 170.0
0 \‘\‘H\‘i}HH\“\\“}\‘1H\H‘HU\‘\“\;\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
——
15.00
5000 m/z 71.00 51.51%
85.0
29.0
0 ‘\ ““ L M‘ ;113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane —
57.0 15.00
m/z 85.00 30.97%
5000
29.0 85.0
obr b A g | 301410 1840 WMN e ¥
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

82NO51524W.M Wed May 22 15:07:41 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 38 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 7 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.035 13.95 ug/1 305617 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 87
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 87
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl0H14 076089-59-3 87
5 p-Cymene 134 C1oH14 000099-87-6 87

Abundance Scan 2224 (15.035 min): VN082263.D\data.ms (-2218) (1 m/z 119.00 100.00%
119.0
5000
91.0 T T
39.0 64.9 15.00
Y TN g Y I M‘} : w\‘ul‘f‘?((‘)‘ 41820 2079 ;134,00 38.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 A e o
15.00
91.0 m/z 90.95  22.15%
65.0 ‘
0 ?‘\5\.‘0\‘\\3\9";9\“\‘\“1‘\\\‘H‘\H\“h\“\ \‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
RN
15.00
5000 m/z 116.95 15.20%
91.0
150 9 680, |
Ot e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17069: Benzene, 1,2,4,5-tetramethyl- 7 ‘
119.0 15.00
m/z 132.95 14.85%
5000
O b e e e e A
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@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 38 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-ethyl-4-(1-methy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.317 5.07 ug/l 111029 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 64
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 53
3 2-tert-Butyltoluene 148 C11H16 001074-92-6 49
4 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11lHl16 001075-38-3 49
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 49
Abundance Scan 2272 (15.317 min): VN082263.D\data.ms (-2268) (- | m/z 132.95 100.00%
132.9
5000 k
91.0 — e
56.1 15.00 15.50
164.9
0! Lol i 2900 sz 118,95 36.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000 105.0 T IR
15.00 15.50
m/z 131.00  29.35%
410 770 ‘ ‘
O \\\‘\‘\‘\\““\\‘\‘\‘\\\\M‘\\\\‘H\\‘\“\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl-
133.0 /bx
WA VL
15.00 15.50
5000 m/z 148.05 28.22%
91.0
39.0 650
150 390, 80 L L bl b
m/z--> 20 40 60 80 100 120 140 160 180 200 Am A
Abundance #26350: 2-tert-Butyltoluene R I I
133.0 15.00 15.50
m/z 90.95 19.75%
5000 105.0
410
770
m/z--> 20 40 60 80 100 120 140 160 180 200 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@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 38 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, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.782  63.39 ug/l 1388560 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 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): VN082263.D\data.ms (-2513) (- | m/z 142.00 100.00%
142.0

4>

5000
115.0
—
390 629 ggo 16.40  16.60
Ol e il b b 702081 o146 95 87.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22147: Naphthalene, 1-methyl-
142.0
5000 LA L B B IR T
115.0 1640  16.60
630 m/z 115.00 35.82%
39.0 0 890 |
O ‘\\\\‘\\H\\“\‘\“\H\‘\‘\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
———
16.40 16.60
5000 ITI/Z 142.95 11.70%
115.0
71.0
ob 00 20 L
m/z--> 20 40 60 80 100 120 140 160 180 200
\

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

m/z 139.00 11.36%

5000 115.0

I —

39.0 630 ggp ‘

] Y O 1PN IS N E—— T
m/z--> 20 40 60 80 100 120 140 160 180 200 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@82263.D

Acqg On : 22 May 2024 01:08

Operator : JC\MD

Sample : P2494-03 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 38 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... 13.335 10.3 ug/l 225859 4 13.794 1095300 50.0
Naphthalene, 2,... 13.670 26.5 ug/l 579678 4 13.794 1095300 50.0
Naphthalene, 2,... 14.017 31.9 ug/l 699589 4 13.794 1095300 50.0
Decane 14.106 15.3 ug/l 335588 4 13.794 1095300 50.0
Indene 14.176 12.2 ug/l 266431 4 13.794 1095300 50.0
Dodecane 14.959 7.6 ug/l 165947 4 13.794 1095300 50.0
Benzene, 4-ethy... 15.035 13.9 wug/l 305617 4 13.794 1095300 50.0
Benzene, 1l-ethy... 15.317 5.1 wug/l 111029 4 13.794 1095300 50.0
Naphthalene, 1-... 16.782 63.4 ug/l 1388560 4 13.794 1095300 50.0
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