LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120423\
Data File : VN©80348.D

Acqg On : 04 Dec 2023 19:08
Operator : JC\MD

Sample : 05612-04 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 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\82N111623W.M
Title : SW846 8260

Signal : TIC: VN@80348.D\data.ms

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

1 8.612 1116 1132 1151 rBV2 25440979 58140925 100.00% 53.569%
2 9.106 1207 1216 1225 rBV 347018 718408 1.24% 0.662%

3 10.571 1457 1465 1472 rBV 549074 1022067 1.76%
4
5

0.9427%

11.871 1679 1686 1694 rBV 537124 956910 1.65% ©0.882%
11.965 1694 1702 1711 rVV 5234089 8723410 15.00% 8.037%

6 12.076 1712 1721 1731 rVB 959702 1803898 3.10% 1.662%
7 12.400 1769 1776 1787 rVB 1594243 2652784 4.56%  2.444%
8 12.853 1844 1853 1863 rBV 497565 856471 1.47% ©.789%
9 13.135 1890 1901 1905 rBV 344105 631226 1.09% ©0.582%
10 13.482 1950 1960 1965 rBV 574389 1023577 1.76%  0.943%

11 13.794 2007 2013 2022 rBV2 634758 1435595 2.47% 1.323%
12 13.994 2033 2047 2062 rBV 6830280 11932459 20.52% 10.994%
13 15.211 2246 2254 2263 rVB 670208 1228910 2.11% 1.132%
14 15.641 2318 2327 2337 rBV 8974126 17408185 29.94% 16.039%

Sum of corrected areas: 108534825
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120423\
Data File : VN@80348.D

Acqg On : 04 Dec 2023 19:08
Operator : JC\MD

Sample : 05612-04 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.M
Quant Title : SW846 8260

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

Abundance TIC: VN080348.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120423\
Data File : VN@80348.D

Acqg On : 04 Dec 2023 19:08
Operator : JC\MD

Sample : 05612-04 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.994 415.59 ug/1 11932500 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 64
Abundance Scan 2047 (13.994 min): VN080348.D\data.ms (-2033) (- | m/z 117.05 100.00%
117.1
5000 /\
63.0 o 1400
39.1
0 m‘HH‘_mp‘mw‘H“H_Hm_wl“"‘lclm_ m/z 118.10  56.04%
miz--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
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1400
910 m/z 115.10  33.83%
39.0 63.0
O\\\‘\\\\“\\H\\“‘\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0
14.00
m/z 91.10 18.18%
5000 910 /
390 65.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #10197: Benzene, cyclopropyl- =
117.0 14.00
m/z 63.00 9.74%
5000 91.0
51.0
ok O T A N
m/z--> 20 40 60 80 100 120 140 160 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120423\
Data File : VN@80348.D

Acqg On : 04 Dec 2023 19:08
Operator : JC\MD

Sample : 05612-04 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 1H-Indene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.211 42.80 ug/l 1228910 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 95
2 Benzene, 1-butynyl- 130 Cl1eH1e 000622-76-4 95
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10 015677-15-3 94
4 2-Methylindene 130 C10H10 002177-47-1 94
5 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 93
Abundance Scan 2254 (15.211 min): VN080348.D\data.ms (-2246) (- | m/z 115.00 100.00%
115.0
AUl
63.0 15.00 15.50
Obrrb b | Jaas0 2073 281 Ti30 65 04,204
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000 L
1500 15.50
51.0 m/z 129.05 74.81%
O\H‘H\\“H“H"H‘HH}“’H‘H‘\\\1‘\“‘H‘H\\‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15026: Benzene, 1-butynyl-
115.0
15.00 15.50
5000 m/z 128.00 36.85%
63.0
om_um‘_“‘”w“w,wuM_‘uW‘Wm,mW_WH_‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #15060: Cycloprop[alindene, 1,1a,6,6a-tetrahydro- — ——
129.0 15.00 15.50
m/z 127.00  18.36%
5000
64.0
0 28.0 8,0
! Rana A e —— ——
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_N\Data\VN120423\
Data File : VN@80348.D

Acqg On : 04 Dec 2023 19:08
Operator : JC\MD

Sample : 05612-04 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.641 606.31 ug/l 17408200 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Azulene 128 C10H8 000275-51-4 91
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 83
4 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 72
5 1,2-Benzenedicarbonitrile 128 C8HAN2 000091-15-6 64
Abundance Scan 2327 (15.641 min): VN080348.D\data.ms (-2318) (- | m/z 128.05 100.00%
128.1
5000 /\
1550 16,00
63.1 : :
980
ol i, 280 A 2068 2804 4 7 127.05  13.25%
miz-> 50 100 150 200 250
Abundance #13684: Naphthalene
128.0
5000 ——t ——
15.50 16.00
m/z 102.00 11.18%
51.0
O T T T ‘\ N \‘H \Hﬁz\.o““ T T H\ T ‘ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #13681: Azulene
128.0
—— —
15.50 16.00
5000 m/z 129.05 11.18%
51.0
otso_ [iaso |
miz--> 50 100 150 200 250 J\
Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11 T —
128.0 15.50 16.00
m/z 126.10 7.43%
5000
0 51.0 910 | 1650 206.0 275.0
—— A —— ——
m/z--> 50 100 150 200 250 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120423\
Data File : VN©80348.D

Acqg On : 04 Dec 2023 19:08
Operator : JC\MD

Sample : 05612-04 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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|
Indane 13.994 415.6 ug/l 11932500 4 13.794 1435600 50.0
1H-Indene, 1-me... 15.211 42.8 ug/l 1228910 4 13.794 1435600 50.0
Azulene 15.641 606.3 ug/l 17408200 4 13.794 1435600 50.0
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