LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060424\
Data File : VX041727.D

Acqg On : 04 Jun 2024 11:58

Operator : JC/MD

Sample : P2657-18

Misc : 4.99g/1emL/100uL/5.0emL/MSVOA_X/MEOH S5-AB-VOC

ALS vial : 7 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\82X052924W.M
Title : SW846 8260
Signal : TIC: VX@41727.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.391 695 706 722 rBvV2 71233 219676  4.94%  2.213%
2 5.543 722 731 747 rVB 136095 385204 8.66% 3.880%
3 5.958 789 799 8608 rBV 77246 216373 4.86% 2.179%
4 6.757 920 930 948 rBV 204293 490989 11.04%  4.945%
5 8.647 1234 1240 1248 rBV 417617 666799 14.99% 6.716%
6 8.720 1248 1252 1275 rVB 25265 52147 1.17% 0.525%
7 10.055 1465 1471 1490 rBV 445614 618988 13.91% 6.234%
8 10.299 1505 1511 1518 rBV 68621 97783  2.20% ©.985%
9 10.640 1562 1567 1578 rBV 61268 93372 2.10% 0.940%
10 11.085 1634 1640 1653 rBV 379745 514549 11.57% 5.183%

11 11.451 1695 1700 1711 rVB 57693 82453 1.85%
12 11.750 1745 1749 1755 rBV 89036 114253 2.57%
13 12.024 1788 1794 1800 rBV 526992 660318 14.84%
14 12.085 1800 1804 1810 rVB 52533 69793 1.57%
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15 12.414 1849 1858 1864 rBV 124807 164019 3.69% 652%
16 13.286 1991 2001 2007 rBV3 26760 48359 1.09% 0.487%
17 13.774 2076 2081 2089 rBV 3558066 4448938 100.00% 44.810%
18 13.865 2092 2096 2104 rVB 53154 76395 1.72% ©.769%
19 14.633 2218 2222 2233 rVB 357605 450204 10.12% 4.534%
20 14.780 2239 2246 2254 rVB 233588 301643 6.78% 3.038%
21 15.206 2308 2316 2321 rBV 34242 48827 1.10% ©0.492%
22 15.481 2355 2361 2374 rVB2 27841 48758 1.10% 0.491%
23 15.615 2374 2383 2386 rBV 34054 58664 1.32% ©0.591%
Sum of corrected areas: 9928504
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060424\
Data File : VX041727.D

Acqg On : 04 Jun 2024 11:58

Operator : JC/MD

Sample : P2657-18

Misc 1 4.99g/10mL/100uL/5.00mL/MSVOA_X/MEOH S5-AB-VOC

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

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

Abundance TIC: VX041727.D\data.ms
3500000

3000000
2500000
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1500000
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Abundance TIC: VX041727.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060424\
Data File : VX041727.D

Acqg On : 04 Jun 2024 11:58

Operator : JC/MD

Sample : P2657-18

Misc 1 4.99g/10mL/100uL/5.00mL/MSVOA_X/MEOH S5-AB-VOC

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.085 5.28 ug/l1 69793 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1804 (12.085 min): VX041727.D\data.ms (-1800) (- m/z 104.95 100.00%
105.0
5000 120.1
oH_m_m‘HH“wihwmwMW“HH_‘:quu“uw m/z 120.10  43.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000 Aot |
12.00
m/z 76.95 11.10%
3 77.0 91.0
0\\‘]\-\5\\0‘\\\‘\‘H\\“‘HH“\‘H\G‘%\‘\O\‘H\‘H‘HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
A \
12 00
5000 120.0 m/z 91.00  10.97%
77.0
91.0
0‘wu‘w%zg‘ﬁwuq‘Hmﬂh‘uﬂh‘uwu‘ﬂmw‘mmm‘w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10717: Benzene, 1,2,4-trimethyl- /\\ ‘/\
105.0 12 00
m/z 119.10 10.88%
120.0
5000
27.0 51.0 7.0 910 )\
0‘W‘HW‘HM_H‘$‘HWMMWﬁM‘HJMH‘WW‘WJNW‘mJ$H“ BUTPNY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12. 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060424\
Data File : VX041727.D

Acqg On : 04 Jun 2024 11:58

Operator : JC/MD

Sample : P2657-18

Misc 1 4.99g/10mL/100uL/5.00mL/MSVOA_X/MEOH S5-AB-VOC

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.414 12.42 ug/l 164019 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 C9H8 000673-32-5 95
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 94
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 91
Abundance Scan 1858 (12.414 min): VX041727.D\data.ms (-1849) (| m/z 115.00 100.00%
115.0
5000
——
89.0
39.0 631-0 | ‘ 12.50
Olrrprrrrprrrrprretprr Pttty e et e m/z 116.80  97.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9543: Indene
116.0
5000 T
12.50
m/z 89.00 12.91%
390 830 89.0
O\\‘\H\‘HM‘HH“\\Hi‘\H‘l“1‘\‘\\‘\1‘\\‘HM“HH‘HH‘\‘} ‘\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9547: Benzene, 1-propynyl-
115.0
VoL
12.50
5000 m/z 63.00 11.82%
0 25.0 39.0 63.0 89.0 |
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9550: 3-Methylphenylacetylene A A N =¥
115.0 12.50
m/z 117.10 9.45%
5000
30.0 63.0 89.0
Y Y PR N —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060424\
Data File : VX041727.D

Acqg On : 04 Jun 2024 11:58

Operator : JC/MD

Sample : P2657-18

Misc 1 4.99g/10mL/100uL/5.00mL/MSVOA_X/MEOH S5-AB-VOC

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Benzo[c]thiophene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.865 5.78 ug/1 76395  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
4 5H-Pyrrolo(3,2-d)pyrimidin-4-amine 134 C6H6N4 002227-98-7 45
5 3-Deazaadenine 134 C6H6N4 006811-77-4 45
Abundance Scan 2096 (13.865 min): VX041727.D\data.ms (-2092) (- m/z 134.00 100.00%
134.0
5000
89.0 50 14.00
45.0 69.0 ‘ 108.0 | 13.50 14.00
Ottt bbb el m/z 89.000 11.01%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17519: Benzo[c]thiophene
134.0
5000 — j\ —
13.50 14.00
m/z 134.95 9.75%
89.0
450 030 | 1080 |
0 \‘\H\‘\H\‘H‘Hi‘\H\HH\‘HH‘MH|\‘H\H\H“H\‘HH‘\‘1\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17518: Benzo[b]thiophene
134.0
/\ ‘ T T ‘ T /\\h T
13.50 14.00
5000 ITI/Z 90.00 7.81%
67.0 890
N A coNUUOONN NS
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17522: Cyclopenta[c]thiapyran — T
134.0 13.50 14.00
m/z 69.00 6.65%
5000
89.0
45.0 63.0 108.0
0\‘\\\\‘\u\‘u‘\\iwu\‘1‘\\‘\“\m\‘m\\“‘\u\‘MMHH‘HH‘\“MM m/\’ﬁ, P
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060424\
Data File : VX041727.D

Acqg On : 04 Jun 2024 11:58

Operator : JC/MD

Sample : P2657-18

Misc 1 4.99g/10mL/100uL/5.00mL/MSVOA_X/MEOH S5-AB-VOC

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.633  34.09 ug/l 450204  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 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 64

Abundance Scan 2222 (14.633 min): VX041727.D\data.ms (-2218) (- m/z 142.00 100.00%
0

142.
5000
115.0

14.50 15.00
30 030 890 | || 1s01 ;
O e B o B B B An A m/z 141.00 87.79%

m/z--> 20 40 60 80 100 120 140 160

Abundance #22142: Naphthalene, 1-methyl-
142.0
5000

115.0 14.50 15.00

m/z 114.95 33.54%

0 530, 890 I
O‘\\\\“\\”\\"\‘\‘\H\‘\‘\\\‘\\\‘}‘\\\\i\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22150: Naphthalene, 2-methyl-
142.0
——

T
14.50 15.00

5000 m/z 143.00 11.48%
115.0
51.0 ‘71‘.0 89.0 H
o} NSRS T VAV SRS | SN
m/z--> 20 40 60 80 100 120 140 160
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —— ——
141.0 14.50 15.00
m/z 139.00 10.58%
5000 115.0

39.0 630 ggp
] R OO N UM RSO I — —
miz--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060424\
Data File : VX041727.D

Acqg On : 04 Jun 2024 11:58

Operator : JC/MD

Sample : P2657-18

Misc 1 4.99g/10mL/100uL/5.00mL/MSVOA_X/MEOH S5-AB-VOC

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.780  22.84 ug/l 301643 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 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 64

Abundance Scan 2246 (14.780 min): VX041727.D\data.ms (-2239) (| | m/z 142.00 100.00%

142.0
5000
115.0

14.50 1500
39.0 63.0 8g9.0
O bl ol 16322080 o140 o %
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000
115.0 14.50 1500
m/z 115.00 .41%
390 930 890 I
0‘\\\\‘\\H\\“\\‘\H\‘\‘\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
1450 1500
5000 m/z 139.00 11.66%
115.0
50.0 10 920 I
MRS BN 2N TSN |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —— ——
141.0 14.50 15.00

m/z 143.05 11.06%

5000 115.0

39.0 630 ggp ‘

) Y DO 1PN ISR S | —— S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060424\
Data File : VX041727.D

Acqg On : 04 Jun 2024 11:58

Operator : JC/MD

Sample : P2657-18

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_X/MEOH 5-AB-VOC

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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, 1,2,3-... 12.085 5.3 ug/l 69793 4 12.024 660318 50.0
Indene 12.414 12.4 ug/l 164019 4 12.024 660318 50.0
Benzo[c]thiophene  13.865 5.8 ug/l 76395 4 12.024 660318 50.0
Naphthalene, 1-... 14.633 34.1 ug/l 450204 4 12.024 660318 50.0
1,4-Methanonaph... 14.780 22.8 ug/l 301643 4 12.024 660318 50.0
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