LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82271.D

Acqg On : 22 May 2024 04:21

Operator : JC\MD

Sample : P2494-11 40X

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

ALS Vvial : 46  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@82271.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 1045 1056 1061 rBV 150899 364701 7.70% 1.791%
2 8.224 1061 1066 1078 rVB 284024 633461 13.37% 3.112%
3 8.582 1116 1127 1140 rBV2 190193 469278 9.90% 2.305%
4 9.100 1207 1215 1227 rBV 418181 851964 17.98% 4.185%
5 10.571 1455 1465 1471 rBV 651446 1226858 25.89% 6.026%

6 10.629 1471 1475 1489 rVB 100592 187738 3 (%]
7 11.865 1677 1685 1696 rBV 620185 1108416 23. 5
8 11.965 1696 1702 1708 rVV 38410 65764 1.39% 0.323%
9 12.070 1711 1720 1732 rVB 212717 407574 8 2
10 12.400 1765 1776 1784 rBV 208065 392095 8 1

11 12.623 1796 1814 1817 rBV1e 27140 120994  2.55% ©.594%

12 12.847 1846 1852 1863 rVB 508430 892090 18.82%  4.382%
13 13.100 1889 1895 1899 rBV 80092 148042 3.12% 0.727%
14 13.170 1902 1907 1915 rVB2 175643 323146 6.82% 1.587%
15 13.335 1921 1935 1942 rBV3 89163 292731 6.18% 1.438%
16 13.482 1954 1960 1965 rVV 296296 461096 9.73%  2.265%
17 13.529 1965 1968 1973 rVB3 33672 52791 1.11% ©.259%
18 13.670 1973 1992 2007 rBV5 153867 799130 16.86%  3.925%
19 13.794 2007 2013 2022 rBV2 609438 1247435 26.32% 6.127%
20 14.011 2034 2050 2060 rBV6 240358 915934 19.33%  4.499%
21 14.106 2060 2066 2073 rVv4 183756 438377 9.25%  2.153%
22 14.176 2073 2078 2084 rVB2 193872 355370 7.50% 1.746%
23 14.247 2085 2090 2091 rBV2 34678 48697 1.03% 0.239%
24 14.329 2100 2104 2109 rVB 45461 61867 1.31% ©.304%
25 14.435 2117 2122 2126 rBV3 45780 87246 1.84% ©.429%
26 14.629 2151 2155 2157 rBV4 46114 68744  1.45% 0.338%
27 14.653 2157 2159 2163 rVV3 56385 89231 1.88% 0.438%
28 14.694 2163 2166 2170 rVB 76231 97527 2.06% ©0.479%
29 14.788 2176 2182 2187 rBV5 28416 72575 1.53% 0.356%
30 14.847 2187 2192 2202 rVB8 39881 126369 2.67% 0.621%
31 14.958 2202 2211 2218 rVB4 99642 199796  4.22% ©.981%
32 15.035 2218 2224 2234 rBV4 112045 381297 8.05% 1.873%
33 15.206 2248 2253 2260 rVB3 47417 92554  1.95% 0.455%
34 15.317 2268 2272 2282 rVB4 43925 92596 1.95% ©.455%
35 15.429 2287 2291 2298 rVB4 41853 94829 2.00% ©0.466%

36 15.641 2314 2327 2338 rBV 2411195 4739328 100.00% 23.279%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82271.D

Acqg On : 22 May 2024 04:21

Operator : JC\MD

Sample : P2494-11 40X

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

ALS Vvial : 46  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 2351 rVB 61297 123139 2.60% 0.605%
38 15.835 2357 2360 2365 rVB4 41728 65712 1.39% 0.323%
39 15.941 2371 2378 2386 rBV8 31682 98528 2.08% 0.484%
40 16.494 2463 2472 2479 rBvS8 25745 79131 1.67% 0.389%
41 16.717 2502 2510 2513 rBV3 33496 79109 1.67% 0.389%
42 16.782 2513 2521 2522 rBV 1216911 1905320 40.20% 9.359%

Sum of corrected areas: 20358580
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 22 May 2024 04:21

: P2494-11 40X
: 5.01g/1emL/100uL/5.00mL/MSVOA_N/MEOH
. 46

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@e52124\
VN@e82271.D

JC\MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: VN082271.D\data.ms

0
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

2000000

1500000

1000000

500000

TIC: VN082271.D\data.ms

10.571
9.100

.629

0
Time-->

T — 7 — —
9.00 9.50 10.00 10.50 11.00 11.50

Abundance

2000000

1500000

1000000

500000

TIC: VN082271.D\data.ms
15.641

16.7

865 13.794

12.847

13.482
12.070 12.400

L 16.49416.717

o

Time-->

14 D4%0676
o555 oo
LS S L A S B

159mg8m41
‘ T
14.00 14.50 15.00 15.50

12.00

13.17
T ‘ T T T T T

T
13.00 13.50

96 | 12623
225

T ‘ T
12.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82271.D

Acqg On : 22 May 2024 04:21

Operator JC\MD

Sample : P2494-11 4eX

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

ALS Vvial : 46  Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Biphenyl Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.623 5.46 ug/l 120994  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 76
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 68
3 Propanedinitrile, (phenylmethyle... 154 C1@H6N2 002700-22-3 47
4 5,6-Difluoro-1H-indazole 154 C7HAF2N2 944898-96-8 38
5 2-Quinolinecarbonitrile 154 C1OH6N2 001436-43-7 38

Abundance Scan 1814 (12.623 min): VN082271.D\data.ms (-1796) (- m/z 154.00 100.00%
154.0
5000
39.0 520 728 - o 1259 ‘ 12.50 13.00
0 ““““M‘ Hh‘u \Mm H\M \‘ “““\“““‘\““‘\‘““‘\‘ m/z 153.00 36.16%
miz--> 20 40 60 80 100 120 140 160
Abundance #31482: Bipheny
154.0
5000
1250 1300
m/z 151.90 26.12%
510 00 115.0
O ‘2\7\9\“\\“\\‘”\\”“‘\\\9\8‘0\\\\‘\”‘]\-3\8‘0\\‘ \‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31493: Naphthalene, 2-ethenyl-
154.0
1250 1300
5000 m/z 154.90  15.42%
76.0 128.0
O 020 T
O T e S
m/z--> 20 40 60 80 100 120 140 160 A
Abundance #31392: Propanedinitrile, (phenylmethylene)- coh e
127.0 154.0 12.50 13.00
m/z 75.75 14.12%
103.0
5000
50.0 76.0 /me
1.2 T N NS Y OV WP
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82271.D

Acqg On : 22 May 2024 04:21

Operator : JC\MD

Sample : P2494-11 4eX

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

ALS Vvial : 46  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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.100 5.93 ug/1 148042  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1895 (13.100 min): VN082271.D\data.ms (-1889) (- | m/z 105.00 100.00%
105.0
5000
120.0
389  g3o (89 910 13.00 13.50
O‘W‘Hw‘uw‘uﬁwuqbuiHMW‘JWquMHMme‘mmuHW‘H m/z 120.00  29.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 —e A
120.0 13.00 13.50
m/z 76.90  13.15%
77.0 91.0
O 150 L 390 1 637\0 M 4 Iy Ll
H‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
S =
13.00 13.50
5000 m/z 91.00 11.91%
79.0 120.0
39.0 65.0 H
Oty e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene el ‘
105.0 13.00 13.50
m/z 106.00 8.98%
120.0
5000
39.0 63.0 77.0 91.0 ‘ /d\
0H‘mwHM‘HH‘“HHN;M1“H"‘Hm“l“‘m“mH“‘mwm‘uu‘m ——— /\‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
: VNe82271.D
: 22 May 2024 04:21

JC\MD

¢ P2494-11 40X
: 5.01g/1emL/100uL/5.00mL/MSVOA_N/MEOH
: 46 Sample Multiplier: 1

. SW846 8260

Library Search Compound Report

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

3  unknownl3.335

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.335 11.73 ug/1 292731 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 42
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 42
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 42
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 38
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 38

Abundance Scan 1935 (13.335 min): VN082271.D\data.ms (-1921) (- | m/z 105.00 100.00%
105.0
5000 141.0 AJK
L
39.0 ; 77.0 ‘ 13.00 13.50
Ob ek ﬁwﬁl‘ mw‘”‘ bl “M bt g AL 7 141,00 45.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 A
5000 — AN
13.00 13.50
m/z 120.00 29.14%
39.0 77.0
0 \H‘\‘\H“‘H“?g.‘?‘\mm‘H‘M‘H‘\ \‘\“‘\ L B e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
LA —
13.00 13.50
5000 m/z 156.00 20.34%
77.0
270 S0 | ‘
O B s I R
m/z--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl- — ™=
105.0 13.00 13.50
m/z 115.00 15.09%
5000
79.0
39,0 | )l
e S R — s
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

82NO51524W.M Wed May 22 15:12:59 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82271.D

Acqg On : 22 May 2024 04:21

Operator : JC\MD

Sample : P2494-11 4eX

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

ALS Vvial : 46  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, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.670  32.03 ug/l 799130 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 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
Abundance Scan 1992 (13.670 min): VN082271.D\data.ms (-1973) (- | m/z 155.95 100.00%
155.9
5000 A /\/\
115.0 T T T
38.9 7.0 ‘ 1 13.50 14.00
0 “‘_“““5‘q““ “Wuﬂu‘c““‘ﬂ“ e m/z 141.00 66.76%
m/z--> 20 40 80 100 120 140 160
Abundance #33132. Naphthalene, 2,6-dimethyl-
156.0 /\
5000 /\\ ‘ U
13.50 14.00
770 115.0 m/z 155.00  34.82%
270 510 | as7lo [
O\\\‘\\\\‘\\\\’ “\‘H\“\Hi‘\‘\\‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
M T T ‘ T
13.50 14.00
5000 m/z 114.95 18.32%
770 115.0
51.0
27.0 3
ol 20 S e beip U
m/z--> 20 40 60 80 100 120 140 160
Abundance #33134: Naphthalene, 1,7-dimethyl- A —
156.0 13.50 14.00
m/z 119.00 16.66%
5000
770 115.0 J\»
51.0
N o S ™. | W W [
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

: VN@e82271.D

: 22 May 2024 04:21
JC\MD

¢ P2494-11 40X

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

: 46 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

Library Search Compound Report

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

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

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, 2,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.012 36.71 ug/l 915934  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, 1,7-dimethyl- 156 C12H12 000575-37-1 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 2050 (14.011 min): VN082271.D\data.ms (-2034) (- | m/z 156.10 100.00%
156.1
5000 119.0 A /\/\
77.0 L ‘
‘ 51‘-0 | UL 1020 39.0 14.00
L P | R v e m/z 141.00  90.51%
miz--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 A
5000 A /T
14.00
115.0 m/z 119.00 42.60%
510 760 ‘
0 \\\‘2\7‘\.(\)\“\\“\ \“‘M‘\‘\‘L\h‘\‘\‘\gws.‘o\\\1‘\“!‘\\“‘\\ 0
miz--> 20 40 60 80 100 120 140 160
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0 AJ
e ‘
14.00
5000 m/z 155.00 28.39%
77.0
0 5]TO p 97.0 1175.0 m 134'0 H\‘
L man E
m/z--> 20 40 60 80 100 120 140 160
Abundance #33157: Naphthalene, 1,7-dimethyl- .
156.0 14.00
m/z 115.00  26.99%
5000
77.0 115.0
ol 200 510, i eso T Al WA
m/z--> 20 40 60 80 100 120 140 160 14.00

82NO51524W.M Wed May 22 15:13:01 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82271.D

Acqg On : 22 May 2024 04:21

Operator : JC\MD

Sample : P2494-11 4eX

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

ALS Vvial : 46  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 Naphthalene, 1,7-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.1e6  17.57 ug/1 438377 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 86
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 64
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 60
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 60
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 60

Abundance Scan 2066 (14.106 min): VN082271.D\data.ms (-2060) (- | m/z 43.00 100.00%
43.0
156.0
- T JWJLW
=t 2
“ H ‘ L | 14.00 14.50
Ol el B2 9“‘ u J“ : w!u il 2069 myz 56.95  99.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000 ”M e S
14.00 14.50
m/z 40.95 59.61%
115.0
0 \\\‘2\8\9‘\5\].‘\?“1\7\1“0\\\\‘\\\‘\‘\‘!‘\\“‘\\\H‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
—— —
14.00 14.50
5000 ITI/Z 156.00 57.01%
410 119 4000 |
0 "“m‘_m“:m“_"w‘H“‘mH\Muw_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200 /‘/\
Abundance #33166: Naphthalene, 1,5-dimethyl- T ]
156.0 14.00 14.50
m/z 70.95 51.45%
5000
115.0
51 0
ANEZ YT W N VY W0 | MY
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@82271.D

Acqg On : 22 May 2024 04:21

Operator : JC\MD

Sample : P2494-11 4eX

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

ALS Vvial : 46  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 Indene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.176  14.24 ug/1 355370 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 96
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 93
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 93
4 2-Methylphenylacetylene 116 CO9H8 000766-47-2 90
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 87
Abundance Scan 2078 (14.176 min): VN082271.D\data.ms (-2073) (- | m/z 115.00 100.00%
115.0
5000
= —
39.0 63‘0 88.8 14.00 14.50
Obrrred i bl L1680 2069 7 135,95 95.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9542: Indene
116.0
5000 —— ——
14.00 14.50
m/z 62.95 13.33%
39.0 63‘0 89.0
O\\\‘\‘\\\“‘\\H\\““\\\\‘\\\\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9547: Benzene, 1-propynyl-
115.0
e —
14.00 14.50
5000 m/z 88.85 12.30%
. 3090 630 890
\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 J\\/\M
Abundance #9550: 3-Methylphenylacetylene e M
115.0 14.00 14.50
m/z 104.95 10.18%
5000
63.0 89.0
NEL B R
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@82271.D

Acqg On : 22 May 2024 04:21

Operator : JC\MD

Sample : P2494-11 4eX

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

ALS Vvial : 46  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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.959 8.01 ug/1 199796 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 58
2 Tridecane 184 C13H28 000629-50-5 53
3 Hexadecane 226 C1l6H34 000544-76-3 53
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 50
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 50

Abundance Scan 2211 (14.958 min): VN082271.D\data.ms (-2202) (. | m/z 56.95 100.00%
57.0

-

5000
15.00
0! m/z 43.00 87.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
5000 T
85.0 15.00
290 m/z 41.00 58.50%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
—
15.00
5000 85.0 ITI/Z 71.00 56.81%

J it H d i Hll%o 141.0 1840

R B e R man s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane

57.0 15.00

m/z 84.95 32.84%

o
N
©
o

5000
85.0

0 | ‘\ [ ‘ |113.0 141.0 169.0 197.0 226.0
el el LD 169.D 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

by

?
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82271.D

Acqg On : 22 May 2024 04:21

Operator JC\MD

Sample : P2494-11 4eX

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

ALS Vvial : 46  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 9 Benzene, 1,2,3,4-tetramethyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.035 15.28 ug/l 381297 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 81
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 81
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 81
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 76
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 76

Abundance Scan 2224 (15.035 min): VN082271.D\data.ms (-2218) (- | m/z 119.00 100.00%
119.0
5000
39.0 91.0 T \
Lo Ll 1m0 68 05
o | B, Mt m/z 134.05  37.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 A Ay :
15.00
m/z 117.00  21.21%
39.0 91.0
180 7 000 ] |
0 H‘\“‘\H“H“i‘\“i‘\\\”‘HH‘W\\m“\H‘\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
T
15.00
5000 m/z 91.00 17.88%
91.0
O bt e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth —— ‘
119.0 15.00
m/z 133.00 14.87%
5000
41.0 90 N\/M
’ 65.0
Y E Y i RN ARSI N . N WMV,
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82271.D

Acqg On : 22 May 2024 04:21

Operator : JC\MD

Sample : P2494-11 4eX

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

ALS Vvial : 46  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  76.37 ug/1 1905320 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 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): VN082271.D\data.ms (-2513) (- | m/z 142.00 100.00%

142.0
5000
—
63.0 113.0 ) 16.40 16.60
Ol b 1700 2000 2811 y5 41 00 87.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 U
16.40 16.60
m/z 114.95 37.70%
| 3s0 710 w30 |
’\H\‘\\H‘HH‘\H\‘\H\‘\H\‘\\H‘H\\‘HH‘\H\‘\H\‘\\H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
—
16.40 16.60
5000 m/z 139.00 11.21%
0270\ \\6\%:(\\)\\ A 11\\'0 I
Frrrepri e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
\

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

m/z 142.95 11.04%

5000

—

27.0 ’ 113.0
LA N P | I 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@82271.D

Acqg On : 22 May 2024 04:21

Operator : JC\MD

Sample : P2494-11 40X

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

ALS Vvial : 46  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|
Biphenyl 12.623 5.5 ug/l 120994 3 11.865 1108420 50.0
Benzene, 1l-ethy... 13.100 5.9 wug/l 148042 4 13.794 1247440 50.0
unknown13.335 13.335 11.7 wug/l 292731 4 13.794 1247440 50.0
Naphthalene, 2,... 13.670 32.0 ug/l 799130 4 13.794 1247440 50.0
Naphthalene, 2,... 14.012 36.7 ug/l 915934 4 13.794 1247440 50.0
Naphthalene, 1,... 14.106 17.6 ug/l 438377 4 13.794 1247440 50.0
Indene 14.176 14.2 ug/l 355370 4 13.794 1247440 50.0
Tetradecane 14.959 8.0 ug/l 199796 4 13.794 1247440 50.0
Benzene, 1,2,3,... 15.035 15.3 ug/l 381297 4 13.794 1247440 50.0
Naphthalene, 2-... 16.782 76.4 ug/l 1905320 4 13.794 1247440 50.0
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