LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38
Operator : JC\MD

Sample : 02901-01

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©51523W.M

Title : SW846 8260

Signal : TIC: VN@77913.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.818 142 147 154 rVB2 23582 47167 2.01% 0.284%
2 4.442 415 423 433 rBv2 19154 60124 2.56% 0.362%
3 8.177 1047 1058 1062 rBV 317949 763788 32.47% 4.595%
4 8.230 1062 1067 1081 rVB 541302 1250708 53.18% 7.525%
5 8.588 1118 1128 1138 rBV 328164 743695 31.62% 4.474%

6 9.106 1208 1216 1230 rBV 820197 1695516 72.09% 10.201%
7 10.571 1456 1465 1482 rBV 1215912 2351936 100.00% 14.150%
8 11.871 1676 1686 1702 rBV 1059017 1971718 83.83% 11.863%
9 12.859 1846 1854 1865 rBV 824395 1461647 62.15%  8.794%
10 13.800 2006 2014 2024 rBV 854044 1474681 62.70%  8.872%

11 14.023 2049 2052 2063 rVB2 26470 48401 2.06% ©.291%
12 14.341 2100 2106 2111 rBV 30875 47438 2.02% 0.285%
13 14.447 2120 2124 2130 rVB2 26262 42185 1.79% 0.254%
14 14.582 2141 2147 2153 rBV2 20580 32819 1.40% ©.197%
15 14.659 2155 2160 2163 rVV2 32414 49564  2.11%  ©.298%
16 14.700 2163 2167 2171 rVV 48396 71354  3.03% 0.429%
17 14.741 2171 2174 2178 rVB5 20479 25223 1.07% ©.152%
18 14.782 2178 2181 2189 rVB7 17638 32291 1.37% ©.194%
19 14.882 2192 2198 2202 rBV6 15997 30049 1.28% 0.181%
20 14.935 2202 2207 2211 rBV6 30097 57249 2.43% 0.3447%
21 14.970 2211 2213 2219 rVB2 28671 36616 1.56% 220%

22 15.059 2219 2228 2233 rBV3 143637 366886 15.60%
23 15.217 2248 2255 2262 rBV2 97199 181997 7.74%
24 15.329 2263 2274 2278 rVV2 108900 269318 11.45%
25 15.365 2278 2280 2286 rVV3 62506 114439  4.87%

ORr RPN
(O]
O
U1
B

26 15.453 2286 2295 2302 rVB3 113077 305044 12.97%
27 15.606 2313 2321 2326 rBV9 18732 52845 2.25%
28 15.706 2332 2338 2343 rBV2 90511 186018  7.91%
29 15.788 2343 2352 2368 rVB6 94861 414248 17.61%
30 15.953 2372 23860 2387 rBV2 101995 221912  9.44%

PNROR
=
=
w0
R

31 16.135 2401 2411 2413 rVV3 114284 273170 11.61%
32 16.176 2413 2418 2427 rVV2 229200 532602 22.65%
33 16.270 2428 2434 2438 rV4 43251 97574  4.15%
34 16.353 2438 2448 2462 rVB4 105752 366843 15.60%
35 16.511 2462 2475 2486 rBV3 234500 598864 25.46%

WNOWR
Ul
o]
~N
R

36 16.723 2498 2511 2517 rBV3 125548 345457 14.69% 2.078%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38
Operator : JC\MD

Sample : 02901-01

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@51523W.M
Title : SW846 8260

Sum of corrected areas: 16621386
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02901-01
: 5.0mL/MSVOA_N/WATER
. 22

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52523\

: VNO77913.D
: 25 May 2023 19:38

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.059 12.44 ug/1l 366886 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 72

Abundance Scan 2228 (15.059 min): VN077913.D\data.ms (-2219) (- m/z 117.05 100.00%

11v.1
5000

63.9 ot 15.00
39.0 148.0
o‘m_HWw‘m\uw‘um‘”m‘” 298z 132,05 37.21%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 ARV

91.0 15.00
m/z 115.00  29.35%

51.0
270" ‘
\\\\‘\\\\‘\\‘U\““U\\h\‘\\\\‘H‘\\\\‘\\1‘\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0 m

inir

o

1500

5000 m/z 119.05 19.62%
91.0
51.0 ‘
ol 20 b b
m/z--> 20 40 60 80 100 120 140 160 180 200 A

Abundance #16103: Indan, 1-methyl- s

117.0 1500

m/z 91.10 18.32%

5000
150 30 630 91.0 y ‘
0 [ ‘ \‘ Ll \‘ | \‘

m/z--> 20 40 60 80 100 120 140 160 180 200 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 unknownl5.329 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.329 9.13 ug/l 269318 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 41
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 38
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 38
4 Ethyl-2-benzofuran 146 C10OH100 003131-63-3 35
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 30
Abundance Scan 2274 (15.329 min): VN077913.D\data.ms (-2263) (- | m/z 133.00 100.00%
138.0
5000
91.0
T —r5
511 7o | 1800 15.50
0 il D m/z 131,00 94.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
1338.0 /j\
5000 Mj\f\/\ s
15.00 15.50
m/z 129.00 53.96%
105.0
150 390 7Oy
L 1 1 il M L i |

o

" quly il
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0 M
b LYY T i

91.0 15.00 15.50
5000 ITI/Z 128.00 36.95%
41.0 65.0
0! S
m/z--> 20 40 60 80 100 120 140 160 180 200 /\/\
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- AR —
131.0 15.00 15.50
m/z 148.05 35.17%
5000 91.0
39.0 65.0 ‘ )/\
0"“H‘ww‘M‘ﬂmnm‘u:WM‘wM‘M“MH“‘H“‘H“H“ L ‘A‘ L A Tl
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©52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.453 10.34 ug/l 305044  1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
Abundance Scan 2295 (15.453 min): VN0O77913.D\data.ms (-2286) (- | m/z 131.05 100.00%
131.1
5000 M/\
/\M\ N
91.
39.1 ‘ ] 15.50
o‘W‘_mWwH‘Hm‘H‘_M“‘_‘1“6‘2“9‘,H‘2‘99‘7,””,””,‘??,1‘1‘ m/z 146.00  22.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- M
131.0
5000
15.50
91.0 ‘ 91.00  14.79%
39.0
0\‘\‘\\\“‘\\“\‘\“\H\H“!!‘H‘\H‘\‘“\‘\‘H\‘\‘“\H‘\\\\’\\\\’HH’HH’HH’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
15 50
5000 m/z 115.00 14.17%
390 91.0
o""‘“‘uw‘m‘UM""“"wh‘m‘““ww"‘,"",W,W,W,W,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- —eh ‘
131.0 15.50
m/z 133.00 13.56%
5000
39.0 91.0
S U 0 Al
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.788 14.05 ug/l 414248  1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 87

Abundance Scan 2352 (15.788 min): VN077913.D\data.ms (-2343) (- | m/z 131.00 100.00%

131.0
5000 M/\ J\
91.0 Vs ‘

15.50 16.00

‘ 158.9 207.0

0,599, |||

O b el bt et Al 2995 REN m/z 146,05 27.82%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 M/\ M/\ i
15.50 16. OO

m/z 117.10 4%

39.0 63. 91.0

\‘\‘\\\“\\‘\‘\‘w\‘\\“\\\\‘\\\h“\w\‘}“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0 '/J\

o

15. 50 16 OO
5000 ITI/Z 91.00 22.34%
91.0
51.0 ‘
o‘_m_‘hu_m‘h‘Hmwh“\wl“!“MHWHWH_M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- —r5 ——
131.0 15.50 16.00
m/z 115.05 18.61%
5000
\39\0\640 91\0 [ MJ\W\
O A B o R mmE A T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38

Operator JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 5 1H-Indene, 2,3-dihydro-4,6-... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.953 7.52 ug/1 221912 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87

Abundance Scan 2380 (15.953 min): VN077913.D\data.ms (-2372) (- | m/z 131.05 100.00%
131.1
5000
=
91.1
39.0 64.9 m 16.00
T T TR “\u Al 2770 2071 146,05 30.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0
5000 \ 7 M/\ T “/\*
16.00
m/z 129.00 17.80%
150 7° 830 40 | )
O\\\\‘\\\\“\\“\‘\‘w\‘\\“\\\\“\‘\\1“\Jh‘\\‘i\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
MA T T ‘ T
16.00
5000 ITI/Z 115.10 15.59%
150 % g0 #10 ||
0““_“‘_‘W‘HMMJ‘H“MN‘% A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- R
131.0 16.00
m/z 145.05 15.58%
5000
270 510 91.0 M’\
T e W I A I V| WA VLY
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.135 9.26 ug/l 273170 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87

Abundance Scan 2411 (16.135 min): VN077913.D\data.ms (-2401) (-~ | m/z 131.05 100.00%
131.1

5000

( 1600  16.50
1611 2090 2810 .7 146.05  33.80%

51.0 91.0

0 . \‘ ‘h A ‘\ iy “ "\ . hu‘ \m L \‘
miz--> 50 100 150 200 250
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
91.0 /\/\/\ ‘ J\\ -

5000
16.00 16.50
39.0 m/z 115.00 20.00%
O T T T ‘1‘ }M \H‘h\ H‘h\ ‘\‘ "H T h‘\ M T M‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
W e
16.00 16.50
5000 m/z 129.00  19.35%
39.0 91.0
0 . L‘ “\ i‘d ‘\H ‘N‘ “ ’u‘h\‘ \HM ‘\‘\‘ . 1 ——
m/z--> 50 100 150 200 250
Abundance #25010: Benzene, (3-methyl-2-butenyl)- i T
131.0 16.00 16.50

m/z 128.00 13.61%

91.0
5000
39.0

m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.176  18.06 ug/l 532602 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000529-34-0 52
2 2(1H)-Quinazolinone 146 C8H6N20 007471-58-1 52
3 5-(Ethylsulfonyl)-1-phenyl-1H-te... 238 C9H1@ON402S 003206-46-0 38
4 1H-Tetrazole, 5-phenyl- 146 C7H6N4 018039-42-4 38
5 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 38
Abundance Scan 2418 (16.176 min): VN077913.D\data.ms (-2413) (- | m/z 118.05 100.00%
118.1
- J\ /k
AL N S

39.0 78.0‘
|

‘ 16.00 16.50
: “\ i\u 1“‘“ ‘1““‘“‘\ il i

1 :
001 2048 2830 /7 146.05  52.89%

Al
\
miz--> 50 100 150 200 250
Abundance #24953: 1(2H)-Naphthalenone, 3,4-dihydro-
118.0
T S

5000
16.00 16.50
m/z 117.10  45.61%

63.0
0 \2\7‘\0‘\ f“”\“”\“\ ‘\‘ ‘”\“HI ‘r‘lﬂs‘(\) L B s B B
miz--> 50 100 150 200 250
Abundance #25649: 2(1H)-Quinazolinone
146.0
R P

o

16.00 16.50
5000 ITI/Z 105.05 36.41%
64.0
02.0
NI S <. I W
miz--> 50 100 150 200 250 M
Abundance  #121552: 5-(Ethylsulfonyl)-1-phenyl-1H-tetraazole R .
118.0 16.00 16.50
m/z 131.05 34.42%
5000
65.0
g
ol il I 1es0 2100 AWECAVAN
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.353  12.44 ug/1 366843 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
Abundance Scan 2448 (16.353 min): VN077913.D\data.ms (-2438) (- | m/z 131.05 100.00%
131.1
5000
91.0 16.0016.2016.4016.60
390 630 7Y M 160.1 SR e
Yo A W “!u A2 20920 7 146,05 29.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 /\J\‘M
16.0016.2016.4016.60
91.0 m/z 115.00 16.91%
.
04 T \‘V\ \“‘\ \“\‘\“‘m\ \‘\“‘ Tt “‘\‘\ T U‘ T M T [‘r‘“\ L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
\V\\‘\\\\‘\\\\‘\\\\‘\\\\‘
16.0016.2016.4016.60
5000 m/z 129.05 16.24%
39.0 640 91.0 |
0\‘\‘H\“m“\‘w‘l‘\m“\\‘\wwm!_‘!“!wc“uwHH,HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- A
131.0 16.0016.2016.4016.60
m/z 128.00  15.53%
5000
39.0 65.0 91.0 ‘
R S A PO WY P "R [ PO 4L N ¥ .
m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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, 1,2,3,4-tetrah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.512  20.30 ug/l 598864 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 76
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 62
Abundance Scan 2475 (16.511 min): VN0O77913.D\data.ms (-2462) (- | m/z 131.05 100.00%
131.1
5000
91.0 N i )
39.0 ‘ 601 20 16.20 16.40 16.60
ol el PO 2088 280¢ g 10 65, a0y
miz--> 50 100 150 200 250
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 LML L A B B B B L
39.0 91.0 16.20 16.40 16.60
m/z 146.05  60.35%
0 ‘M ! “\m ‘hm‘h‘ i ‘ML ‘\H‘\ “\\‘ S
miz--> 50 100 150 200 250
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0 A
SR VSV N/ AT
16.20 16.40 16.60
5000 ITI/Z 117.10 38.24%
39.0 91.0
ok, ‘\“ \“\ }‘H ‘\m‘m‘h‘ ‘\‘u‘ H h}‘ ““‘ : e e
miz--> 50 100 150 200 250
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- e R A
146.0 16.20 16.40 16.60
m/z 114.95 33.50%
5000
117.
m/z--> 50 100 150 200 250 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38

Operator JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16723 11.71 ug/l 345457  1,4-Dichlorobenzene-d4  13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 Cl2H16 004175-54-6 93

2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16

002613-76-5 92
054340-86-2 89
054340-85-1 78
014679-13-1 78

Abundance Scan 2511 (16.723 min): VN077913.D\data.ms (-2498) (- | m/z 145.00 100.00%
145.0
5000
115.0
e
771 16.40 16.60
ol ” M‘ W‘ NS ‘1‘9‘0‘8‘ 25102810 /7 118.10  76.20%
miz--> 100 150 200 250
Abundance #36296. Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
5000 LI L L L B
160.0 16.40 16.60
m/z 160.15 65.32%
390 7. 0‘ ‘
0 \H‘KL‘%\MHW ‘ M W N
miz--> 50 100 150 200 250
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
e
16.40 16.60
5000 m/z 116.98  36.50%
115? ‘
ST O I
miz--> 50 100 150 200 250
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- e i amam
145.0 16.40 16.60
m/z 115.00 34.32%
5000
39.0
oL \M‘HHM‘WH H\M W “‘\\‘ — — SN, i
miz--> 50 100 150 200 250 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52523\
Data File : VN@77913.D

Acqg On : 25 May 2023 19:38
Operator : JC\MD

Sample : 02901-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51523W.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, 2-ethe... 15.059 12.4 ug/l 366886 4 13.800 1474680 50.0
unknown15.329 15.329 9.1 ug/l 269318 4 13.800 1474680 50.0
1H-Indene, 2,3-... 15.453 10.3 ug/l 305044 4 13.800 1474680 50.0
1H-Indene, 2,3-... 15.788 14.1 ug/l 414248 4 13.800 1474680 50.0
1H-Indene, 2,3-... 15.953 7.5 ug/l 221912 4 13.800 1474680 50.0
Benzene, (1,2-d... 16.135 9.3 ug/l 273170 4 13.800 1474680 50.0
1(2H)-Naphthale... 16.176  18.1 ug/l 532602 4 13.800 1474680 50.0
1H-Indene, 2,3-... 16.353 12.4 ug/l 366843 4 13.800 1474680 50.0
Naphthalene, 1,... 16.512 20.3 ug/l 598864 4 13.800 1474680 50.0
Naphthalene, 1,... 16.723 11.7 ug/l 345457 4 13.800 1474680 50.0
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