LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 48 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@82273.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 160032 386682 8.94% 1.963%
2 8.224 1061 1066 1079 rVB 300520 675654 15.62% 3.429%
3 8.582 1117 1127 1140 rBV 201056 483617 11.18% 2.455%
4 9.100 1206 1215 1227 rBV 449377 918780 21.24% 4.663%
5 10.571 1456 1465 1471 rBV 686940 1290149 29.83% 6.548%
6 10.629 1471 1475 1486 rVB 89721 165818 3.83% 0.842%
7 11.865 1678 1685 1696 rBV 638093 1139928 26.36% 5.786%
8 11.965 1696 1702 1708 rBV 36011 62374 1.44% 0.317%
9 12.065 1713 1719 1730 rVB 193002 363441 8.40% 1.845%
10 12.400 1764 1776 1783 rBV 189695 353737 8.18% 1.795%
11 12.623 1796 1814 1817 rBV7 26335 110420 2.55% 0.560%
12 12.847 1846 1852 1863 rVB 503944 892634 20.64% 4.531%
13 13.100 1889 1895 1899 rBV 75187 142086 3.29% 0.721%
14 13.170 1902 1907 1914 rVB2 154893 285865 6.61% 1.451%
15 13.335 1921 1935 1943 rBv4 84185 295992 6.84% 1.502%

16 13.482 1954 1960 1965 rBV 268928 427937  9.90%
17 13.529 1965 1968 1973 rVB2 34376 52255 1.21%
18 13.670 1973 1992 2007 rBV3 147776 790852 18.29%

PraabhonN
[
=
i
R

19 13.794 2007 2013 2023 rBV2 611812 1223584 28.29% 210%
20 14.017 2033 2051 2059 rBV5 233111 901027 20.83% 573%
21 14.106 2060 2066 2073 rVV2 174564 422295 9.76%  2.143%
22 14.176 2073 2078 2085 rVB2 185493 336957 7.79% 1.710%
23 14.247 2085 2090 2091 rBV 34221 44670 1.03% 0.227%
24 14.329 2100 2104 2108 rVB2 40041 58208 1.35% ©.295%
25 14.441 2117 2123 2127 rBV4 45477 95736 2.21% ©.486%
26 14.629 2151 2155 2157 rBV3 39084 58762 1.36% ©.298%
27 14.659 2157 2160 2163 rVV2 50725 80184 1.85% 0.407%
28 14.694 2163 2166 2170 rVB 65557 83515 1.93% 0.424%
29 14.794 2177 2183 2187 rBV6 23806 51459 1.19% 0.261%
30 14.847 2187 2192 2202 rVB6 36280 110568 2.56% 0.561%
31 14.958 2202 2211 2217 rVB3 95128 185854  4.30% ©.943%
32 15.035 2218 2224 2234 rBV5 102072 344748 7.97%  1.750%
33 15.206 2248 2253 2260 rVB4 46104 88155 2.04% 0.447%
34 15.317 2267 2272 2280 rVVé6 38963 90081 2.08% 0.457%
35 15.435 2287 2292 2298 rVB7 36670 83515 1.93% 0.424%

36 15.641 2314 2327 2338 rBV 2222764 4324698 100.00% 21.950%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 48 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 rVB2 55633 112103  2.59% ©.569%
38 15.829 2356 2359 2370 rVB6 50751 115637 2.67% ©.587%

39 15.947 2371 2379 2384 rBV7 29732 82205 1.90% 0.417%
40 16.111 2400 2407 2414 rVB8 22204 68158 1.58% ©.346%
41 16.253 2423 2431 2441 rVB1e 30364 84057 1.94% 0.427%
42 16.494 2463 2472 2477 rBV1e 21480 63007 1.46% ©.320%
43 16.717 2503 2510 2512 rBv4 26873 54864 1.27% 0.278%

44 16.782 2513 2521 2522 rBV 1080632 1700482 39.32% 8.631%

Sum of corrected areas: 19702750
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 48 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: VN082273.D\data.ms

2000000

1500000

1000000

500000

0 N L L L L L 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: VN082273.D\data.ms

2000000
1500000

1000000

10.571
500000 9.100

' 8.582
MR 22
0

T ]
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VN082273.D\data.ms

—T —T
11.00 11.50

15.641
2000000

1500000

16.7
1000000

865 13.794
500000 12.847
' 144 fos76
12,065 12.400 13,17 .
11.96 J\ 12623 || 131 3335 1203291465894 44 F5%H 26657435 | 1576489046, 116.253 16 49416.71
‘ T T T T T T T T T T T T T T ‘ T T T T ‘ T T T

T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82N©51524W.M Wed May 22 15:14:18 2024 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 48 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 5.81 ug/1 142086 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 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 1895 (13.100 min): VN082273.D\data.ms (-1889) (- | m/z 105.00 100.00%
105.0
5000
38.9 77.0 13.00 13.50
Ol A Ul 4280 IBLO 100 06 31.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 —d A ‘
13.00 13.50
m/z 91.00 12.83%
77.0
39.0
0 \\1\8‘-0\‘\\\“‘\\\5\8“.9‘\\\““\\‘}\‘M‘\\‘\““\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
= ]
13.00 13.50
5000 m/z 77.00 10.30%
39.0 77.0
o N . N Y Y S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10721: Benzene, 1-ethyl-4-methyl- IO g, P
105.0 13.00 13.50
m/z 106.00 10.06%
5000
77.0
ELT. I X N B S G L WL
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@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 48 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 7
R.T. EstConc Area Relative to ISTD R.T.
13.335 12.10 ug/l 295992 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 46
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 46
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 42
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 42
5 2,4-Nonadiyne 120 CS9H12 063621-15-8 38
Abundance Scan 1935 (13.335 min): VN082273.D\data.ms (-1921) (- | m/z 105.00 100.00%
105.0
5000 141.0
77.0
390 ‘ ‘ ‘ 1741 13.00 13.50
0"““Hhuﬂﬁﬂﬁﬁmﬂm‘N\w«M‘NWNWHWM‘ww,u‘u]‘ m/z 141.00 48.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 j\
5000 — Ao,
13.00 13.50
770 m/z 120.00  32.95%
270 510 | ‘
0\\\‘\‘i.\\“H“V\“H\\‘i“‘\M\“‘\‘\\‘\”“HH‘HH’HH 1
m/z--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
AL
13.00 13.50
5000 m/z 156.00 20.27%
79.0
39.0
m/z--> 20 40 60 80 100 120 140 160 /ﬁﬂ\\
Abundance #10711: Benzene, (1-methylethyl)- 1%
105.0 13.00 13.50
m/z 76.95 18.07%
5000
27.0 51.0 77.0
0““JH‘M‘JM‘W‘HM‘NH‘N‘H‘H“W“‘W““‘ P e
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@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 48 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, 1,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.670  32.32 ug/l 790852  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
Abundance Scan 1992 (13.670 min): VN082273.D\data.ms (-1973) (- | m/z 155.95 100.00%
155.9
5000 /\ /\/\
770 128.0 VA U
39.0 ' 13.50 14.00
101.9 207.0
0 m/z 141.00 72.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0 /\\
5000 /\ ‘ AL
13.50 14.00
115.0 m/z 154.95 36.03%
51.0
O \\\‘2\7\(\)\“\\“\\“H\‘\HH‘\\\\‘\\\‘\‘\“!‘\\U\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
/\/\M T T ‘ T
13.50 14.00
5000 m/z 128.00 18.20%
770 1150
510
AT I T T .
m/z--> 20 40 60 80 100 120 140 160 180 200 NJV/IW\\WM
Abundance #33134: Naphthalene, 1,7-dimethyl- e —
156.0 13.50 14.00
m/z 115.00 16.89%
5000
115.0
510
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@82273.D

Acqg On : 22 May 2024 05:09

Operator JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 48 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

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.
14.017 36.82 ug/l 901027 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, 2,7-dimethyl- 156 C12H12 000582-16-1 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, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 2051 (14.017 min): VN082273.D\data.ms (-2033) (- | m/z 156.00 100.00%
156.0
119.0
5000
76.8 TT T ‘/7
50.9 ‘ La 14.00
B N P 2 W%’M  m/z 141.00  94.62%
m/z--> 20 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 //\\~
5000 o ‘
14.00
115.0 m/z 118.95 55.98%
76.0 ‘
51.0
Ot ‘2\7‘\.(\)\“ T \“\ \“‘M‘\‘\‘L\h‘ T “\ 71 T \“!‘\ \“‘\ \M‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33145: Naphthalene, 2,7-dimethyl- J\J
156.0
14.00
5000 ITI/Z 155.00 30.47%
77.0
115.0
ol 270 20y T seo ]
m/z--> 20 60 80 100 120 140 160
Abundance #33164: Naphthalene, 1,6-dimethyl- T ‘
156.0 14.00
m/z 114.95  29.39%
5000
115.0
0 280 49.0 69.0 97.0 | 1380
B R i o e T ma —~
m/z--> 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@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 48 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 17.26 ug/l 422295  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 91
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 91
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 86
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 86

Abundance Scan 2066 (14.106 min): VN082273.D\data.ms (-2060) (- | m/z 57.00 100.00%
57.0
156.0
5000
85.0
= -
‘ h 115.0 ‘ 14.00 14.50
0 m_m“u mw‘“‘u“‘mH“ e Ll 2068 o 43,00 91.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 e o
14.00 14.50
m/z 156.00 62.27%
7.0 128.0
41.0
O \\\‘\‘\\\‘\\‘\\‘H}\‘H“\\\]-\()‘2\\0\‘\‘\‘\“\\“‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0 A
L -
14.00 14.50
5000 ITI/Z 41.00 60.39%
115.0
77.0
ol 20 S, el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl- — —
156.0 14.00 14.50
m/z 70.95 50.24%
- MAM%AAA%M%M
77.0 115.0
51 0
ok 200 LA Mg ey
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@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 48 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 6
R.T. EstConc Area Relative to ISTD R.T.
14.176  13.77 ug/1 336957 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Benzene, 1-ethynyl-4-methyl- 116 CSH8 000766-97-2 91
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91
5 Benzene, 1-propynyl- 116 CSH8 000673-32-5 90
Abundance Scan 2078 (14.176 min): VN082273.D\data.ms (-2073) (- | m/z 115.00 100.00%
11%.0
5000
= <
39.0 63‘-0 88"9 taa1 14.00 14.50
Obrrrerrererreetereie bl Ll S 2 116,00 98.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9542: Indene
116.0
5000 —— ——
14.00 14.50
m/z 88.90 14.85%
390 630 ggp
O\\‘\\H‘Zﬂ..P‘\H‘}“\\\\“\\\“\“1‘“\\‘\1‘\\’HM“HH‘HH’\‘} A RRRRRRRRRRRRR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9552: Benzene, 1-ethynyl-4-methyl-
115.0
Al 7 ooy
14.00 14.50
5000 m/z 63.00 12.66%
63.0 89.0
0\\‘\\\\‘\\u‘\u\‘\\\qu\\\‘1‘\‘”‘m\,mw“mmm,u R RN ERARRANE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9550: 3-Methylphenylacetylene e 7
115.0 14.00 14.50
m/z 104.90 10.64%
5000
63.0 89.0
39.0
YL v PRSP S | SS——
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@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 48 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 7.59 ug/1 185854 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 92
2 Tridecane 184 C13H28 000629-50-5 58
3 Undecane 156 C11H24 001120-21-4 50
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 50
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 47
Abundance Scan 2211 (14.958 min): VN082273.D\data.ms (-2202) (- | m/z 56.95 100.00%
57.0
5000
85.0
119.0 L
148.0170.3 15.00
0 b b 2001 s 43,00 89.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 IR
85.0 15.00
m/z 41.00 61.46%
29.0
BN 1120 1470 1700
O \\\‘\‘\\\“{\\h\“\\‘}\“1‘\\\”‘\\“\’\“\\\’\.\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
——
15.00
5000 85.0 m/z 71.00 56.27%
29.0
‘ | ‘ ‘ 1120 1410 1840
bbbl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane T
57.0 15.00
m/z 85.00 32.92%
5000
85.0
29.0 ‘ ‘
SO O O P~ DO N P W v
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@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 48 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 5

R.T. EstConc Area Relative to ISTD R.T.
15.035 14.09 ug/l 344748 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 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
3 o-Cymene 134 C10H14 000527-84-4 87
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 87
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 87

Abundance Scan 2224 (15.035 min): VN082273.D\data.ms (-2218) (- | m/z 118.95 100.00%
119.0
91.0 T \
39.0 4. ‘ 15.00
148.0
0 "wH_w‘w‘ww "MM“H‘m“_:”_w”w???‘l m/z 134.05  34.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 A Sy O
15.00
91.0 m/z 91.00  20.35%
39.0 65.0 ‘ ‘
O \\\‘\‘}\\“‘\\‘\\‘\\\\H‘\\\\‘m\\\l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
T \
15.00
5000 m/z 116.95 16.18%
91.0
39.0 65.0 ‘ ‘
L T O W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: o-Cymene 7 ‘
119.0 15.00
m/z 133.00 13.84%
5000 91.0
39.0 650 ‘
o‘1‘5“0“"“‘Mn‘m““‘”"m‘Hu“M‘ww_m_mw & S
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@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 48 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 69.49 ug/l 1700480 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 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 72
Abundance Scan 2521 (16.782 min): VN082273.D\data.ms (-2513) (- | m/z 142.00 100.00%
142.0
5000 115.0 //\
T
0 629 ggg 16.40  16.60
O oottt M (1700 2068 o941 00 86.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 ]
115.0 16.40 16.60
m/z 114.95 37.85%
O ‘\\\3\9“.(\)\”\\‘6‘3“\:(\)“\”\‘8\‘9\‘.\()\[\\\‘}’\\\\‘i‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
—
16.40 16.60
5000 m/z 143.00 11.20%
115.0
ol 2000920 Ll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — T ‘
141.0 16.40 16.60
m/z 138.95 11.10%
5000 115.0
39.0 6?-0 89.0 ‘
0 _m‘_wh‘ww_umwu,‘mwuu_mwu_m e
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@82273.D

Acqg On : 22 May 2024 05:09

Operator : JC\MD

Sample : P2494-13 40X

Misc : 5.05g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 48 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 5.8 ug/l 142086 4 13.794 1223580 50.0
unknown13.335 13.335 12.1 ug/l 295992 4 13.794 1223580 50.0
Naphthalene, 1,... 13.670 32.3 wug/l 790852 4 13.794 1223580 50.0
Naphthalene, 2,... 14.017 36.8 ug/l 901027 4 13.794 1223580 50.0
Naphthalene, 2,... 14.106 17.3 ug/l 422295 4 13.794 1223580 50.0
Indene 14.176 13.8 ug/l 336957 4 13.794 1223580 50.0
Dodecane 14.959 7.6 ug/l 185854 4 13.794 1223580 50.0
Benzene, 1l-ethy... 15.035 14.1 ug/l 344748 4 13.794 1223580 50.0
Naphthalene, 1-... 16.782 69.5 ug/l 1700480 4 13.794 1223580 50.0

82N051524W.M Wed May 22 15:14:29 2024 Page: 13



