LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©20824\
Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator : JC\MD

Sample : P1372-06

Misc : 5.0mL/MSVOA_N/WATER CG-MW-17-ch5

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\82N0©20624W.M

Title : SW846 8260

Signal : TIC: VN@80972.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 1048 1057 1061 rBV 325879 782802 1.42% 0.863%
2 8.230 1061 1067 1079 rVB 624222 1394853 2.54% 1.537%
3 8.612 1118 1132 1149 rBV2 24004004 54937064 100.00% 60.533%
4 9.106 1207 1216 1225 rBV 905002 1846460 3.36% 2.035%
5 10.571 1456 1465 1472 rBV 1119183 2083844 3.79%  2.296%
6 11.871 1676 1686 1694 rBV 1155694 2075467 3.78% 2.287%
7 11.965 1694 1702 1711 rVV 2845796 4801813 8.74% 5.291%
8 12.082 1711 1722 1729 rVB 300714 553630 1.01% 0.610%
9 12.400 1769 1776 1784 rVB 413962 712461 1.30% 0.785%
10 12.641 1789 1817 1823 rBV3 146393 789530 1.44% 0.870%
11 12.853 1844 1853 1863 rVB 829519 1439497 2.62% 1.586%
12 13.341 1927 1936 1951 rVB 264090 574323 1.05% 0.633%
13 13.670 1973 1992 2007 rBV6 187483 1050374 1.91% 1.157%
14 13.794 2007 2013 2024 rVB2 1084227 1995530 3.63%  2.199%
15 14.000 2037 2048 2061 rBV2 1271765 3045429 5.54%  3.356%
16 15.070 2217 2230 2234 rBv4 238703 788974 1.44% 0.869%
17 15.206 2246 2253 2262 rVB 413831 781387 1.42% 0.861%
18 15.523 2287 2307 2319 rBV3 475973 1878704 3.42% 2.070%
19 15.647 2319 2328 2338 rVV 4069175 8153388 14.84% 8.984%
20 15.747 2338 2345 2354 rVB 512284 1070086 1.95% 1.179%

Sum of corrected areas: 90755616
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©20824\
Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator : JC\MD

Sample : P1372-06

Misc : 5.0mL/MSVOA_N/WATER CG-MW-17-ch5

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20624W.M
Quant Title : SW846 8260

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

Abundance TIC: VN080972.D\data.ms
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Abundance TIC: VN080972.D\data.ms
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Abundance TIC: VN080972.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©20824\
Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator : JC\MD

Sample : P1372-06

Misc : 5.0mL/MSVOA_N/WATER CG-MW-17-ch5

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20624W.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 Naphthalene, 2-ethenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.641 19.02 ug/l 789530  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 93
2 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 74
3 1-(2,2-Difluoroethenyl)-4-methyl... 154 C9H8F2 1000305-64-2 59
4 3-Quinolinecarbonitrile 154 C1OH6N2 034846-64-5 47
5 Propanedinitrile, 2,4,6-cyclohep... 154 C10OH6N2 002860-54-0 43

Abundance Scan 1817 (12.641 min): VN080972.D\data.ms (-1789) (- | m/z 154.00 100.00%
154.0

>

5000
a0 1250  13.00
50.9 114.9 : :
owHmwH;Mw‘mwM‘Hm‘“9‘9,'9‘”_;“““1‘1“1“3‘?:9”\“‘H,H m/z 153.00  40.84%
m/z--> 30 40 50 60 70 80 90 100110120130140150160
Abundance #31485: Bipheny
154.0
5000 — ——
12.50 13.00
m/z 152.00 26.79%
76.0
sto T weo 120
O\‘HH‘\\\\i\H\‘\w\\‘\{‘H‘\\\\‘\\\f’}H\‘\\H‘H}‘\‘\\H‘\H\i\ H’H
m/z--> 30 40 50 60 70 80 90 100110120130140150160
Abundance #31493: Naphthalene, 2-ethenyl-
154.0
et )
12.50 13.00
5000 ITI/Z 76.00 17.38%
76.0 128.0 ‘
51.0 :
o"wuw;h‘“:‘:H_U!M"‘u‘_“lcc,)wz(?_mml‘ww“ ‘H,H
m/z--> 30 40 50 60 70 80 90 100110120130140150160 A
Abundance  #32338: 1-(2,2-Difluoroethenyl)-4-methylbenzene L At
154.0 12.50 13.00
m/z 155.00 13.63%
5000 133.0
51.0 77.0 104.0
0\‘\\\1“\\\\H}\\‘\‘}‘M‘\‘\MM‘\‘\\U‘H\\\\"w‘!\‘\“\\‘H‘H\‘\‘H‘H‘HH“\‘H’H e A, P
m/z--> 30 40 50 60 70 80 90 100110120130140150160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©20824\
Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator : JC\MD

Sample : P1372-06

Misc : 5.0mL/MSVOA_N/WATER CG-MW-17-ch5

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20624W.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.
13.341 14.39 ug/l 574323 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 93
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 87
3 Mesitylene 120 CO9H12 000108-67-8 87
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 1936 (13.341 min): VN080972.D\data.ms (-1927) (- | m/z 105.00 100.00%
105.0
5000 /\
77.0 130(;AN iSEd
390 577 ' 140.9 : :
b2 I 4221 TE5R1578 s 100,00 31.21%
miz--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 NJ\N SR
13.00 13.50
m/z 76.95 10.60%
77.0
0 \1\5\.? T \3\9‘{(\) T ‘\5\9(9\ T \M‘ T \‘1 T ‘H‘\ T “2\.(\)\ L B
miz--> 20 40 60 80 100 120 140 160
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
r\ ‘TN\ T T ‘ T
13.00 13.50
5000 m/z 91.00 10.58%
39.0 77.0 J
0L “,H H‘;‘S‘?,'%‘ ‘ ““‘ e i “1““2"9‘ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10691: Mesitylene loaf s A
105.0 13.00 13.50
m/z 103.00 9.56%
5000
77.0
olaso PO se0 T oo L mmﬂ
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©20824\
Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator : JC\MD

Sample : P1372-06

Misc : 5.0mL/MSVOA_N/WATER CG-MW-17-ch5

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20624W.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 Naphthalene, 1,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.670  26.32 ug/1 1050370  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95

Abundance Scan 1992 (13.670 min): VN080972.D\data.ms (-1973) (- | m/z 155.95 100.00%
155.9
5000 /\
127.9 —
509 89 o, ‘ 13.50 14.00
o SNSRI A W‘ it N “,‘Wumm m/z 141.60  77.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
5000 Jwﬂj\\‘ /\ L —
13.50 14.00
m/z 155.00 35.64%
77.0 115.0
. 139.0
O LI ‘2\7\.0\\“ \5\]‘-\0\“1 \‘\‘U“ T \9\8.‘0\ T \‘1 ‘ \‘1‘\ \"‘\ \‘w’ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
p -
13.50 14.00
5000 ITI/Z 127.90 21.43%
115.0
51.0 77.0 139.0
) S A R N . O Nl
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl- R —
156.0 13.50 14.00
m/z 157.10 17.27%
5000
77.0 115.0
51.0 139.0
PN o W O Y U o OO Y A
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©20824\
Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator : JC\MD

Sample : P1372-06

Misc : 5.0mL/MSVOA_N/WATER CG-MW-17-ch5

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20624W.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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.000 76.31 ug/l 3045430 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 58
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 52
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 52
Abundance Scan 2048 (14.000 min): VN080972.D\data.ms (-2037) (- | m/z 117.00 100.00%
117.0
5000
N
010 156.1 Lt
63.0 14.00
390 \ ‘ 206.9
O bl el 2088 sz 118,00 57.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 1
14.00
m/z 114.95 37.57%
390 630 %0
O\1\5\.(‘)\‘\\\“.\\H\\““\‘.H\“‘H“H“‘\H L B B L B B R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl-
117.0
SRS IS
14.00
m/z 156.05  21.38%
5000 91.0
51.0
0““2‘7‘:'9&_“‘1J““:‘ww”_u‘ww“‘m‘wH_m‘mwmwu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10191: Benzene, 2-propenyl- —
117.0 14.00
m/z 141.00 18.08%
5000
91.0
51.0 J/\K
0“‘%}9ﬂ‘wmwuuﬂﬂuh‘ﬂ““‘H“H“H“_“W“H AL SR ‘/f
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©20824\
Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator : JC\MD

Sample : P1372-06

Misc : 5.0mL/MSVOA_N/WATER CG-MW-17-ch5

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20624W.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 Biphenylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.070  19.77 ug/1 788974  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthylene 152 C12H8 000208-96-8 95
2 Biphenylene 152 C12H8 000259-79-0 91
3 (4-Chloro-phenyl)-carbamic acid ... 322 C17H23CIN202 1000275-38-8 72
4 Benzaldehyde, 2-hydroxy-3-methoxy- 152 C8H803 000148-53-8 59
5 (6Balpha,7beta,llalpha,1laalpha)... 334 C25H180 1000241-69-8 56

Abundance Scan 2230 (15.070 min): VN080972.D\data.ms (-2217) (- | m/z 152.00 100.00%

152.0
5000 /\
T \
290 76.0 115.0 H ‘ 15.00
ol 390 4. 190 f 2050 385 ., 151.00  18.80%
m/z--> 50 100 150 200 250 300 350
Abundance #29524: Acenaphthylene
152.0 /\
5000 L |
15.00
76.0 m/z 150.00  14.58%
0\3\9\.?\“\“\‘\“‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #29520: Biphenylene
152.0
RN \
15.00
5000 ITI/Z 153.00 14.12%
76.0
RN 1 N —
m/z--> 50 100 150 200 250 300 350
Abundance #226650: (4-Chloro-phenyl)-carbamic acid octahydro-qui — ‘
152.0 15.00
m/z 76.00 10.44%
5000
41.0
97.0
322.0
ol bbby 2030 2780 TTET ‘ /\m ‘
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©20824\
Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator : JC\MD

Sample : P1372-06

Misc : 5.0mL/MSVOA_N/WATER CG-MW-17-ch5

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20624W.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 2-Methylindene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.206  19.58 ug/l 781387 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 95
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 95
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 94
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 94
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93

Abundance Scan 2253 (15.206 min): VN080972.D\data.ms (-2246) (- | m/z 115.00 100.00%

115.0
5000

39.0 88.9 15.00 1550
0 ‘mwHH“ku‘qum“m!_ 410 2918 myz 130.00  98.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
5000 T =
1500 15.50
m/z 129.00  81.29%
28.0 ‘ ‘770 102.0 um
O‘\\\\“\\‘\\“‘\\\H}“\\‘\\‘\\\1‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl-
130.0 M
—
15.00 15.50
5000 ITI/Z 127.95 39.00%
51.
27.0 ‘ 770 1020
m/z--> 20 40 60 80 100 120 140 160 180 200
——

Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- -
130.0 15.00 15.50
m/z 127.00 18.80%

5000

S

27.0 ‘ ‘ 77.0 102.0
0 _“W‘J‘WM‘NM‘JH‘M‘H“ AR ERERE -—
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©20824\
Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator : JC\MD

Sample : P1372-06

Misc : 5.0mL/MSVOA_N/WATER CG-MW-17-ch5

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20624W.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 Hexa-2,4-diyn-1-ylbenzene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.523 47.07 ug/1 1878700  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 89
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 68
3 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 59
4 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 53
5 2,4,6-Trihydroxybenzaldehyde 154 C7H604 000487-70-7 50
Abundance Scan 2307 (15.523 min): VN080972.D\data.ms (-2287) (- | m/z 153.05 100.00%
153.1
5000 A
76.0 A ‘
15.50
50.9 98.0 126.0
0 H‘_H‘,‘uwmJU_‘H_m"MHMWF‘??’;?MZ‘Q?;? m/z 154.00  92.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31486: Acenaphthene
153.0
5000 A :
76.0 15.50
m/z 152.00 51.98%
0 27.0 ok \‘\ 980 1260 m
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31491: Naphthalene, 2-ethenyl-
153.0
N T
15.50
5000 m/z 76.00 24.52%
76.0
51.0 126.0
NI oW 1 L O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31494: Hexa-2,4-diyn-1-ylbenzene L I
153.0 15.50
m/z 151.00 16.11%
5000
76.0 115.0
51.0 ‘ ‘
AR Y o S\
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©20824\
Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator : JC\MD

Sample : P1372-06

Misc : 5.0mL/MSVOA_N/WATER CG-MW-17-ch5

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20624W.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.647 204.29 ug/l 8153390 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 78
4 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 53
5 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 50
Abundance Scan 2328 (15.647 min): VN080972.D\data.ms (-2319) (- 128.00 100.00%
128.0
5000
510 470 15.50 16.00
0 _‘H‘m‘u,w‘mw,‘m‘_‘Hw““1,7‘9:‘1”‘?99-%””‘w,w_ m/z 126.95 13.04%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #13686: Naphthalene
128.0
5000 —— ——
15.50 16.00
m/z 128.95 11.11%
51.0 ‘
O‘HH‘H“H’w\\HM\\H"\H\‘\“H‘HH’HH‘\\H’HH‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #13678: Azulene
128.0 J\
——T —
15.50 16.00
5000 m/z 102.00 9.01%
51.0 H
Qe e e e e e
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11 —— —
128.0 15.50 16.00

m/z 126.00 7.36%

5000
510 ‘9¥0‘ Il 156.0 206.0 246.0275.C
>

—
m/z--> 20 40 60 80 100120140160 180200220240 260 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20824\

Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator JC\MD

Sample : P1372-06

Misc : 5.8mL/MSVOA_N/WATER CG-MW-17-ch5

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©20624W.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 9 Benzo[c]thiophene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.747  26.81 ug/1 1070090 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 [1]Benzothieno[2',3':3,4]cyclobu... 246 C13H1003S 034002-19-2 56
5 S5H-Pyrrolo(3,2-d)pyrimidin-4-amine 134 C6H6N4 002227-98-7 45

Abundance Scan 2345 (15.747 m|n) VNO080972.D\data.ms (-2338) (-~  m/z 133.95 100.00%
38.9
5000 ]\
a9 0590 15.50 16.00
(
ol i ey 1702 2080 2804 7 g9.0p  12.05%
miz--> 50 100 150 200 250
Abundance #17519: Benzo[c]thiophene
134.0
5000 =
1550 1&00
m/z 135.00 10.20%
89.0
0 T T \4.\5‘()\“ H\ \ H “ T T \‘h\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #17522: Cyclopenta[c]th|apyran
134.
—
1550 16.00
5000 m/z 90.00 7.90%
89.0
o
m/iz--> 50 100 150 200 250
Abundance #17521: Benzo[b]thiophene —
134.0 1550 16.00
m/z 63.00 6.97%
5000
45.0 89.0
b0 Sl Lo L VLNV
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\VN©20824\
Data File : VN@80972.D

Acqg On : 08 Feb 2024 18:34

Operator : JC\MD

Sample : P1372-06

Misc : 5.0mL/MSVOA_N/WATER CG-MW-17-ch5

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20624W.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|
Naphthalene, 2-... 12.641 19.0 ug/l 789530 3 11.871 2075470 50.0
Benzene, 1l-ethy... 13.341 14.4 ug/l 574323 4 13.794 1995530 50.0
Naphthalene, 1,... 13.670 26.3 wug/l 1050370 4 13.794 1995530 50.0
Indane 14.000 76.3 ug/l 3045430 4 13.794 1995530 50.0
Biphenylene 15.070 19.8 ug/l 788974 4 13.794 1995530 50.0
2-Methylindene 15.206 19.6 ug/l 781387 4 13.794 1995530 50.0
Hexa-2,4-diyn-1... 15.523 47.1 ug/l 1878700 4 13.794 1995530 50.0
Azulene 15.647 204.3 ug/l 8153390 4 13.794 1995530 50.0
Benzo[c]thiophene 15.747 26.8 ug/l 1070090 4 13.794 1995530 50.0
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