LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31424\
Data File : VN@81421.D

Acqg On : 14 Mar 2024 19:41
Operator : JC\MD

Sample : P1769-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 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\82N©30524W.M

Title : SW846 8260

Signal : TIC: VN@81421.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 rBV3 255473 614853  8.14%  2.484%
2 8.224 1061 1066 1076 rVB 459069 1054359 13.95% 4.260%
3 8.582 1117 1127 1139 rBV 293273 690027 9.13% 2.788%
4 9.106 1206 1216 1229 rBV 709564 1415667 18.73% 5.720%
5 10.571 1456 1465 1470 rBV 1041736 1917391 25.37% 7.747%

6 10.635 1470 1476 1493 rVB 4116168 7556512 100.00% 30.
7 11.871 1678 1686 1696 rBV 945510 1764493 23.35%
8 11.965 1696 1702 1710 rVB 166671 287772 3.81%
9 12.071 1712 1720 1729 rBV 523612 973906 12.89%
10 12.400 1768 1776 1786 rBV 246922 413562 5.47%
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11 12.641 1794 1817 1825 rBV3 83008 434999 5.76%
12 12.853 1845 1853 1863 rBV 702967 1186763 15.71%
13 13.100 1875 1895 1914 rBV3 347661 1578608 20.89%
14 13.794 2006 2013 2022 rBV 875547 1467770 19.42%
15 14.000 2041 2048 2061 rBV3 71789 152364  2.02%

(RN, e I i
w
~
00
B

16 14.994 2201 2217 2231 rBV2 1061447 3120371 41.29% 12.607%
17 15.229 2250 2257 2266 rVB 63692 121141 1.60% ©.489%

Sum of corrected areas: 24750558
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31424\
Data File : VN@81421.D

Acqg On : 14 Mar 2024 19:41
Operator : JC\MD

Sample : P1769-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30524W.M
Quant Title : SW846 8260

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

Abundance TIC: VN081421.D\data.ms
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Abundance TIC: VN081421.D\data.ms
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Abundance TIC: VN081421.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31424\
Data File : VN@81421.D

Acqg On : 14 Mar 2024 19:41
Operator : JC\MD

Sample : P1769-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30524W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Biphenyl Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.641 12.33 ug/l 434999  Chlorobenzene-d5 11.871
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 Acenaphthene 154 C12H10 000083-32-9 47
4 6-Cyanoquinoline 154 C1OH6N2 023395-72-4 46
5 Propanedinitrile, (phenylmethyle... 154 C10H6N2 002700-22-3 46
Abundance Scan 1817 (12.641 min): VN081421.D\data.ms (-1794) (- | m/z 154.05 100.00%
154.1
5000 /\
508 1250 13‘08
: 114.9 : :
b b bt A4S L T8 153 00 43.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31481: Bipheny
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5000 — S,
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51.0
0 \\‘2\7\.0\\“\\“}\“M\\u\“\‘\‘\17(7‘2\.9\‘\‘]-%‘18;0\“\\‘ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31493: Naphthalene, 2-ethenyl-
154.0
— L
12.50 13.00
5000 m/z 75.90 18.19%
76.0 128.0
510 | 1020
Ol e = e el
m/z--> 20 40 60 80 100 120 140 160 180 /\ /M
Abundance #31489: Acenaphthene e pl —)
154.0 12.50 13.00
m/z 155.10  14.23%
5000
76.0
o 270 510 | 1020 1260 L b
e o — A
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31424\
Data File : VN@81421.D

Acqg On : 14 Mar 2024 19:41
Operator : JC\MD

Sample : P1769-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30524W.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 Diphenyl ether Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.100 53.78 ug/l 1578610 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenyl ether 170 C12H1e0 000101-84-8 91
2 Spiro[cyclopropane-1,1'(4'H)-nap... 170 C12H100 033498-24-7 58
3 1H,3H-Naphtho[1,8-cd]pyran 170 C12H100 000203-84-9 58
4 3-Hydroxybiphenyl 170 C12H100 000580-51-8 43
5 8-Hydroxyquinoline-2-carbonitrile 170 C10OH6N20 006759-78-0 38
Abundance Scan 1895 (13.100 min): VN081421.D\data.ms (-1875) (- | m/z 170.10 100.00%
170.1
141.1
5000 51.0 77.0
115.0 - —
‘ L 13.00 13.50
bl e g bl m/z 141,05 72.35%
miz--> 20 40 60 80 100 120 140 160
Abundance #45439: Diphenyl ether
170.0
5000 - —
770 141.0 13.00 13.50
51.0 m/z 76.95 50.79%
115.0
027095(’)”’
miz--> 20 40 60 80 100 120 140 160
Abundance #45477: Spiro[cyclopropane-1,1'(4'H)-naphthalen]-4'-one
141.0 170.0
[ r—
63.0 13.00 13.50
5000 115.0 m/z 51.00 48.46%
39.0 89.0
IO N AWV NP I
miz--> 20 40 60 80 100 120 140 160 /\
Abundance #45467: 1H,3H-Naphtho[1,8-cd]pyran R =7
141.0 13.00 13.50
170.0 m/z 142.00  39.98%
29.0 63.0 84.0
Y Y Y VAR WP S | RN — —
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@31424\
Data File : VN@81421.D

Acqg On : 14 Mar 2024 19:41
Operator : JC\MD

Sample : P1769-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30524W.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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.000 5.19 ug/1 152364 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 81
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 68
3 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 59
Abundance Scan 2048 (14.000 min): VN081421.D\data.ms (-2041) (- | m/z 117.10 100.00%
117.1
5000
—
39.0 63.0 91"1 | 1000 1400
O i e M AR08 20680 118,10 49.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
11v.0
5000 A T ‘A
14.00
m/z 115.10 38.07%
390 630 %0
O\1\5\.(‘)\‘\H“.HH\\““\‘.\H“‘H“H“‘H\ B L B L B R B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10203: Benzene, 1-ethenyl-2-methyl-
117.0
—T—
14.00
5000 m/z 91.10 16.09%
0! RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10211: 7-Methylenecycloocta-1,3,5-triene
117.0 14.00
m/z 116.00  14.86%
5000 91.0
39.0
65.0 A A
0! e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31424\
Data File : VN@81421.D

Acqg On : 14 Mar 2024 19:41
Operator : JC\MD

Sample : P1769-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30524W.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 Ethanone, 1-(2,4,5-trimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.994 106.30 ug/l 31203760 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2,4,5-trimethylphen... 162 C11H140 002040-07-5 93
2 Ethanone, 1-(2,3,4-trimethylphen... 162 C11H140 001467-36-3 91
3 Ethanone, 1-(2,4,6-trimethylphen... 162 C11H140 001667-01-2 90
4 Benzene, 1,3-bis(1-methylethyl)- 162 C12H18 000099-62-7 87
5 2,3,6-Trimethylacetophenone 162 C11H140 1000342-30-1 81
Abundance Scan 2217 (14.994 min): VN081421.D\data.ms (-2201) (- | m/z 147.05 100.00%
147.1
5000 J/\\
91.0 192.1 U
39.0 ‘ ‘ ‘ 15.00
(
Ol b B 28047 199 00 38.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #37837: Ethanone, 1-(2,4,5-trimethylphenyl)-
147.0
5000 T
15.00
91.0 m/z 162.10  31.55%
43.0 ‘
O\\\‘\H\’H\\‘\‘\’HH“‘HH‘H\\‘M\H\’\!\\“\\H‘HH‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #37840: Ethanone, 1-(2,3,4-trimethylphenyl)-
147.0
.
15.00
5000 m/z 90.95 26.17%
43.0 91"0 |
o P —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #37838: Ethanone, 1-(2,4,6-trimethylphenyl)- L
147.0 15.00
m/z 192.10 22.38%
5000
91.0
51.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31424\
Data File : VN@81421.D

Acqg On : 14 Mar 2024 19:41
Operator : JC\MD

Sample : P1769-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30524W.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 12.641 12.3 ug/l 434999 3 11.871 1764490 50.0
Diphenyl ether 13.100 53.8 wug/l 1578610 4 13.794 1467770 50.0
Indane 14.000 5.2 ug/l 152364 4 13.794 1467770 50.0
Ethanone, 1-(2,... 14.994 106.3 ug/l 3120370 4 13.794 1467770 50.0
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