LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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 X\Method\82X061824W.M

Title : SW846 8260

Signal : TIC: VXe42051.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total

1 8.647 1234 1240 1246 rBV 411670 629396 1 0
2 10.055 1466 1471 1481 rBV 414089 581870 1 0
3 10.299 1503 1511 1517 rBV 951485 1259692 2.48% 1.593%
4 10.640 1562 1567 1581 rVB 813775 1149699 2 1
5 11.079 1634 1639 1649 rBV 382404 532081 1 0

6 11.451 1695 1700 1710 rVB 713803 939041 1 1
7 11.75@ 1745 1749 1755 rBV 1346930 1626195 3 2
8 12.024 1789 1794 1800 rBV 550904 714193 1.41% ©.903%
9 12.085 1800 1804 1809 rVB 676727 825491 1 1
10 12.414 1848 1858 1863 rBV 1616620 2081511 4 2

11 12.963 1944 1948 1956 rVB2 451315 607539 1.20% ©0.768%
12 13.286 1991 2001 2007 rBV3 329692 622066 1.22% 0.787%
13 13.786 2075 2083 2088 rBV2 31820989 50821898 100.00% 64.282%
14 13.871 2088 2097 2104 rVB 1068401 1361767 2.68% 1.722%
15 14.640 2218 2223 2232 rVB 6191561 7697625 15.15% 9.736%

16 14.780 2240 2246 2254 rVB 3501192 4346205 8.55% 5.497%

17 15.206 2307 2316 2321 rBV 725119 1003091 1.97% 1.269%

18 15.475 2355 2360 2373 rVV 521002 864093 1.70% 1.093%

19 15.615 2377 2383 2386 rVV 552609 888796 1.75% 1.124%

20 15.652 2386 2389 2397 rVB 355819 509070 1.00% 0.644%
Sum of corrected areas: 79061319
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.M
Quant Title : SW846 8260

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

Abundance TIC: VX042051.D\data.ms
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Abundance TIC: VX042051.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.414 145.72 ug/1 2081510 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 90
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 90
Abundance Scan 1858 (12.414 min): VX042051.D\data.ms (-1848) (- | m/z 115.00 100.00%
11%5.0
5000
J\—"\"\ T T T
63.0 89.0 12.50
Obrer it el Al 18621812 o 116,00 97.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9541: Indene
116.0
5000 1
12.50
m/z 89.00 11.83%
39.0 63‘.0 83.0 |
O \\\‘\\\\“\\H\\H“\‘\\\‘\‘\\\‘\\\H ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9547: Benzene, 1-propynyl-
115.0 AA
‘ 1
12.50
5000 m/z 62.95 10.25%
390 630 890
e RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9550: 3-Methylphenylacetylene W et
115.0 12.50
m/z 117.00 9.22%
5000
63.0 89.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.963 42.53 ug/l 607539 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 76
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 76
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 76
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 76
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 76

Abundance Scan 1948 (12.963 min): VX042051.D\data.ms (-1944) (- m/z 119.05 100.00%

110.1
5000
51.0 970 13.00
O b bl L 1540 21600 34 05 47.47%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
110.0
5000

13.00
m/z 131.00  31.98%

91.0
0 ‘1‘5‘.9‘“3‘9‘{‘?“"‘6\?‘?“‘\‘“"\““‘N"‘M‘\““\““\““\““\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17033: Benzene, 1,3-diethyl-
119.0
13f00
5000 m/z 132.00 27.52%

91.0
27.0 51.0 ‘
‘\‘ by \\ I

‘H"‘H"""‘H"‘H"""‘HH‘mwm‘mwm_
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-

119.0 13.00

m/z 91.00 14.23%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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 4 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.286  43.55 ug/l 622066 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 87
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 87
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 83
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 83

Abundance Scan 2001 (13.286 min): VX042051.D\data.ms (-1991) (- m/z 119.10 100.00%
119.1
5000
39.1 65.0 91"0 13.00 13.50
bt b et ol 16612021 7 134 05 43.34%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 oo el
13.00 13.50
m/z 117.05 32.77%
39.0 g50 1O
0 \‘\\\\‘\‘\\\“‘\\‘\‘\‘w“\\\‘”‘\\‘\‘\“}L\\Mw\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
——F P
13.00 13.50
5000 m/z 91.00 15.30%
91.0
B T TR Y
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- T —T
119.0 13.00 13.50
m/z 115.05 13.99%
5000
41.0 9o
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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 Benzo[b]thiophene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.871 95.34 ug/l 1361776  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
2 Benzo[c]thiophene 134 C8H6S 000270-82-6 94
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 78
4 [1]Benzothieno[2',3':3,4]cyclobu... 246 C13H1003S 034002-19-2 64
5 Benzaldehyde, 4-ethyl- 134 C9H1e0 004748-78-1 50

Abundance Scan 2097 (13.871 min): VX042051.D\data.ms (-2088) (- m/z 134.00 100.00%

134.0
5000

390 63.0 89.0 13.50 14.00
b Pty ke 410, 162118512090 1 y/7 gg 95 9.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17518: Benzo[b]thiophene
134.0
5000
1350 1400

m/z 135.00 9.77%

450 670 0 |
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17519: Benzo[c]thiophene
134.0
1350 1400
5000 ITI z 90.00 7.51%
63.0 STO |
0 N |,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17522: Cyclopenta[c]thiapyran
134.0 1350 1400

m/z 136.00 5.01%

5000

63.0 89‘0
|1 ll

O e e e e — e
miz--> 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_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.640 538.90 ug/l 7697630  1,4-Dichlorobenzene-d4 12.024
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 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2223 (14.640 min): VX042051.D\data.ms (-2218) (- m/z 142.00 100.00%

142.0
5000
— —
390 709 1130 ‘ ) 14.50 15.00
ol 290 i M0 Il 17132010 280 5 141,05  87.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 — —
14.50 15.00
m/z 115.00  31.19%
O2’\\.\\“\\“\?‘3“\:3”\‘\‘!‘\\‘\H‘\"(\)H\i\\\\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
—— —
14.50 15.00
5000 ITI/Z 143.05 12.23%
0 39‘0‘ ]]\HO Al 11‘\'0 |
rrrrrre et e e e e e e e
mlz--> 20 40 60 80 100120140160180200220240260 280
Abundance #22141: Benzocycloheptatriene —— T
141.0 14.50 15.00
m/z 139.00 11.41%
5000
63.0
|| 1130
S — —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.M
Quant Title : SW846 8260

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

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

Peak Number 7 Naphthalene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.780 304.27 ug/l 4346210 1,4-Dichlorobenzene-d4 12.024
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 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 49

Abundance Scan 2246 (14.780 min): VX042051.D\data.ms (-2240) (- m/z 142.00 100.00%

142.0
5000
— —
63.0 113.0 14.50 15.00
Oyt O M 1741 2143 2820 ;941 00 89.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — —
14.50 15.00
m/z 115.00  32.40%
02’\\.\\“\\H\?ﬁ‘.\ﬁ\)”!‘\‘!‘!\‘HM‘O\H\H\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
—— —
14.50 15.00
5000 ITI/Z 143.00 11.74%
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #22141: Benzocycloheptatriene —— T
141.0 14.50 15.00
m/z 139.00  11.45%
5000
63.0
‘ 113.0 ‘
O bbbl el e e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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 Biphenyl Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.207 70.23 ug/l 1003090 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 95
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 87
3 1-Isoquinolinecarbonitrile 154 C1OH6N2 001198-30-7 47
4 3-Quinolinecarbonitrile 154 C1OH6N2 034846-64-5 47
5 1-(2,2-Difluoroethenyl)-4-methyl... 154 C9H8F2 1000305-64-2 45
Abundance Scan 2316 (15.206 min): VX042051.D\data.ms (-2307) (- | m/z 154.10 100.00%
154.1
5000
—— —
76.0 15.00 15.50
115.0 : ’
0 ,ﬁ’%‘?mpmluw“HM:HM‘W““1‘9“"‘-“‘””“_W??&u‘ m/z 153.05  40.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31485: Bipheny
154.0
5000 — M\

15.00 15.50
m/z 152.00  27.11%

76.0
’\\\\‘\\“\\‘W\\H!“\\\\‘3‘%?"3\\‘\\“‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #31490: Naphthalene, 2-ethenyl-
154.0

T
15.00 15.50

o

5000 m/z 155.05 13.24%
76.0
030 ke et
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31387: 1-Isoquinolinecarbonitrile —— ——
154.0 15.00 15.50

m/z 76.00 12.59%

5000
51.0 100.0 ‘
o) BB VU FNAN RS NS S ———
AR SRR LA SRR AR A AR AR SRR AR RN A

m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.475 60.49 ug/l 864093 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 2360 (15.475 min): VX042051.D\data.ms (-2355) (- m/z 156.05 100.00%
156.1
5000 |
200 170 128. 15.50
| ' a8r2 2680 nyz 141,65 67.11%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 T
15.50
770 1150 m/z 155.10 35.07%
39.0
O' ‘HH‘HH‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
15.50
5000 ITI/Z 157.10 12.57%
77.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33138: Naphthalene, 1,5-dimethyl- =
156.0 15.50
m/z 153.05 12.44%
5000
115.0
77.0
0 ‘w?T%’?mwml‘ww‘“‘_MH““W‘wwwwwww : W
m/z--> 20 40 60 80 100120140160180200220240260 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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, 2,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.615 62.22 ug/1 888796 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 2383 (15.615 min): VX042051.D\data.ms (-2377) (- m/z 156.10 100.00%
1

156,
5000
115.0

51.0 6.0 ‘ “ | M 15.50 16.00
1 O

bbbt L 1882 28200 /7 141,00 81.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000

15.50 16.00
m/z 155.05 28.10%

77.0
1 115.0
\\\‘2\7\.\0\“\5\‘13”\\\‘H“\\\\‘\\\‘\‘\‘1‘\\‘i‘\\‘w‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0

o

15.50 16.00
5000 m/z 115.00 16.30%
510 77.0 115.0
0 ***\****‘\H“**v‘h“**“U‘\**‘*w‘***“\*“!‘H‘\‘H‘U“\HwHw”w”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33135: Naphthalene, 1,3-dimethyl- e =
156.0 15.50 16.00

m/z 153.00 14.42%

5000

115.0
76.0
Jzoso o0 || A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062624\
Data File : VX042051.D

Acqg On : 26 Jun 2024 14:26

Operator : JC/MD

Sample : P3045-05

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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|
Indene 12.414 145.7 ug/l 2081510 4 12.024 714193 50.0
Benzene, 1,2,4,... 12.963 42.5 ug/l 607539 4 12.024 714193 50.0
Benzene, 1l-ethy... 13.286 43.5 ug/l 622066 4 12.024 714193 50.0
Benzo[b]thiophene 13.871 95.3 wug/l 1361770 4 12.024 714193 50.0
Naphthalene, 1-... 14.640 538.9 ug/l 7697630 4 12.024 714193 50.0
Naphthalene, 2-... 14.780 304.3 ug/l 4346210 4 12.024 714193 50.0
Biphenyl 15.207  70.2 ug/l 1003090 4 12.024 714193 50.0
Naphthalene, 2,... 15.475  60.5 ug/l 864093 4 12.024 714193 50.0
Naphthalene, 2,... 15.615 62.2 ug/l 888796 4 12.024 714193 50.0
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