LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44
Operator : JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 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\82N060822W.M

Title : SW846 8260

Signal : TIC: VN@72761.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.287 380 391 405 rBV 28326 87687 1.84% 0.303%
2 7.334 897 909 923 rBV 36735 104945 2.20% 0.362%
3 8.016 1013 1025 1031 rBV 260607 628268 13.16% 2.168%
4 8.081 1031 1036 1048 rVB2 250807 553814 11.60% 1.911%
5 8.433 1086 1096 1108 rBV 305197 701997 14.70%  2.422%

6 8.963 1177 1186 1200 rBV 399419 817660 17.12%
7 9.528 1275 1282 1290 rBV2 29257 61956 1.30%
8 10.439 1428 1437 1444 rBV 966663 1740133 36.44%
9 10.504 1444 1448 1456 rVB 58698 104241 2.18%
10 11.186 1557 1564 1576 rBV 165285 302327 6.33%

PO O®ON
(o)
()
2
R

11 11.739 1650 1658 1669 rBV 543088 968781 20.29%
12 11.839 1669 1675 1685 rVV 75120 130076 2.72%
13 11.945 1685 1693 1707 rVW 367752 696672 14.59%
14 12.274 1741 1749 1757 rBV 354060 600440 12.57%
15 12.451 1774 1779 1784 rBV2 33859 60487 1.27%

ONNO W
N
()
2
xR

16 12.727 1819 1826 1837 rVB 696229 1148653 24.05%
17 12.916 1850 1858 1863 rBV 59855 100888 2.11%
18 12.980 1863 1869 1872 rBV 426420 705727 14.78%
19 13.051 1877 1881 1888 rVB 312612 528137 11.06%
20 13.216 1902 1909 1916 rBV 289107 478873 10.03%

P RN W
IS
w
Ul
R

21 13.363 1927 1934 1948 rBV 1261114 2015636 42.21%
22 13.510 1949 1959 1963 rBV4 52135 108257 2.27%
23 13.557 1963 1967 1972 rVB2 44339 68388 1.43%
24 13.668 1980 1986 1988 rVV 492655 756088 15.83%

WNOOO
N
w
o))
B

25 13.698 1988 1991 1999 rVV 634358 1056766 22.13% 646%
26 13.763 1999 2002 2008 rVB 32309 53483 1.12% ©.185%
27 13.868 2015 2020 2024 rBV2 350276 578194 12.11%  1.995%
28 13.992 2036 2041 2047 rBV3 61498 105359 2.21% ©.364%
29 14.063 2048 2053 2058 rVwV 68915 107643 2.25% 0.371%
30 14.127 2058 2064 2066 rVV 167631 255730 5.35% ©.882%
31 14.157 2066 2069 2074 rVV 154367 241544 5.06% ©.833%
32 14.210 2074 2078 2084 rVB 239695 365712 7.66%  1.262%
33 14.274 2084 2089 2092 rBV 57816 93099 1.95% 0.321%
34 14.321 2092 2097 2104 rVB2 219498 375517 7.86% 1.296%
35 14.457 2113 2120 2125 rBV2 120738 209573  4.39% ©.723%

36 14.533 2125 2133 2136 rBV 190858 320138 6.70% 1.105%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44
Operator : JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 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\82N060822W.M
Title : SW846 8260
37 14.574 2136 2140 2145 rVV 303746 453020 9.49% 1.563%
38 14.615 2145 2147 2151 rVB2 40700 48297 1.01% 0.167%
39 14.657 2151 2154 2162 rVB5 35702 63982 1.34% 0.221%
40 14.757 2162 2171 2174 rBV6 45269 89951 1.88% 0.310%
41 14.804 2174 2179 2184 rBV 232654 376351  7.88% 1.299%
42 14.845 2184 2186 2191 rVB2 75543 98982 2.07% 0.342%
43 14.921 2191 2199 2206 rBv3 525680 1223197 25.61% 4.221%
44 14.974 2206 2208 2215 rVB4 38024 72716  1.52% 0.251%
45 15.080 2218 2226 2234 rBV2 120622 229390 4.80% 0.792%
46 15.192 2234 2245 2249 rBV3 157562 381135 7.98% 1.315%
47 15.309 2257 2265 2273 rVB3 147990 359170  7.52% 1.239%
48 15.498 2284 2297 2305 rBV 890306 1778293 37.24% 6.136%
49 15.609 2310 2316 2320 rBv3 83663 145005 3.04% 0.500%
50 15.804 2340 2349 2355 rBV 150160 317520 6.65% 1.096%
51 15.980 2367 2379 2390 rBV4 123470 437382 9.16% 1.509%
52 16.104 2394 2400 2406 rVV3 80778 160228 3.36% 0.553%
53 16.186 2406 2414 2429 rVB2 134406 397054 8.31% 1.370%
54 16.339 2431 2440 2446 rBV2 69524 180685 3.78% 0.623%
55 16.545 2463 2475 2478 rBV6 58057 159600 3.34% 0.551%

56 16.609 2478 2486 2504 rVB 2054824 4775734 100.00% 16.479%

Sum of corrected areas: 28980581
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe61022\

: VNO72761.D

: 10 Jun 2022 13:44
JC\MD

: N3280-01

: 5.0mL/MSVOA_N/WATER

: 6 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000
1000000
500000

0
Time--> 2

TIC: VNO72761.D\data.ms

4.287

.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

Abundance
2000000

1500000

1000000

500000

TIC: VNO72761.D\data.ms

10.439

11.739

8.963
8.433

L

8.810B1
11.186
11.8

9.528 .504

0
Time-->

I

-
8.00

T e — 7 = — —
8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance
2000000

1500000

1000000

500000

Time-->

TIC: VNO72761.D\data.ms

13.363

15.498

1.945 12.274

12.451

‘ T T
12.00

‘ T
12.50

T ‘ T
16.00

T ‘ T
15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44
Operator : JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.980 46.67 ug/l 705727  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1869 (12.980 min): VN072761.D\data.ms (-1863) (- | m/z 105.00 100.00%
105.0
5000
120.1
77.
Oberrrrreprrre it el sl m/z 1200100 32.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘J\\A‘ /\‘
120.0 13.00
m/z 77.00 14.49%
39 77.0 91.0
260 | 80
O\\’H\\’\\\\’\\H’\\H’\H\‘\\H‘H\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 JM
LA
13.00
5000 m/z 91.00 13.35%
120.0
39.0 63.0 77.0 91.0
26.0
Obrrprrer e et
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #10705: Benzene, 1,2,4-trimethyl- —
105.0 13.00
m/z 79.00 9.08%
5000 120.0
28.0 77.0 91.0 ]\\/\ /\
51.0 :
P Y P O S | ' W
m/z--> 10 20 30 40 50 60 70 80 90 100110120 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44
Operator : JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.216  31.67 ug/l 478873  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1909 (13.216 min): VN072761.D\data.ms (-1902) (- m/z 105.10 100.00%
105.1
5000
120.0
390 510 650 77"0 91"0 1300 1350
Ol e el el e i i m/z 120,00 29.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 \J\P/\\ \/\\ L — j\
13.00 13.50
120.0 m/z 91.00 14.80%
79.0 91.0
| 270390510 g0 %O
\\‘\\\\‘\\\\“\\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\{\\‘\\‘\‘\“\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0 /\
A R
120.0 13.00 13.50
5000 m/z 77.00 13.57%
27.0 390 510 g50 /70 910
LT RN NN M
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 13.00 13.50
m/z 103.00 10.20%
5000 120.0
39.0
77.0
27.0 51.0 63.0 ‘ 91.0 /\\/\ )\ J\
0‘W‘HL_‘AHH‘JMHuHUH“mMM‘HNM‘wﬂﬂ‘_umbu‘w S AN AN N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 13.00 13.50

82NO60822W.M Mon Jun 13 12:09:32 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44
Operator : JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 Benzene, cyclopropyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.868 38.24 ug/l 578194 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 70
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 62
4 Indane 118 C9H10 000496-11-7 62
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 50

Abundance Scan 2020 (13.868 min): VN072761.D\data.ms (-2015) (- | m/z 117.00 100.00%
.0

117
5000
WYLV L

91.1

39.0 63.0
L | I
Ol et e e e e m/z 118.00  57.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10195: Benzene, cyclopropyl-
117.0
5000 . NIV INIY
13.50 14.00

91.0 m/z 115.00  33.99%

51.0 ‘ ‘
\\‘\\\\‘%\7\.9\H“\\\\i‘\H‘\“\‘\‘\\Tﬁ'\?‘H\\“}H\‘\‘\H’Hl\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0

o

13.50 14.00
5000 ITI/Z 105.00 26.51%
91.0
51.0
27.0 74.0
O e e T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl- P ™
117.0 13.50 14.00
m/z 91.10 18.26%
5000 91.0
LA s
0‘wuHMH‘_HmmuNhﬂﬁwW‘NMHHWH‘NHWHMHHHMHW“ Llpd et g LU
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44
Operator : JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.574  29.96 ug/l 453020 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 96
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 2140 (14.574 min): VN072761.D\data.ms (-2136) (- | m/z 119.00 100.00%
119.0
5000 134.1
91.0
39.0 65.0 ‘ 14.50
Obrprrrrrerrrediere et oot el e | m/z 134,05 41.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0
5000 ‘/\‘ : :
14.50
m/z 91.00 17.22%
91.0
O\\‘1\\5\.\()‘\\\‘\‘\\ﬁ‘]ﬂ\.?\“\‘H\‘6\‘\5‘\.\()‘\\\‘\“\\H‘\\H‘\WH‘H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
T
14.50
5000 m/z 120.05 10.00%
134.0
150 390 65.0 91.0
O A AR S 1 RN M.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #16997: o-Cymene e ‘ Aﬁ
119.0 14.50
m/z 77.00 9.60%
5000
134.0
91.0
41.0 65.0 ‘
0\\‘H\\‘H\‘\‘\H\“‘HH“\H‘H\‘\‘H‘\HM“\\HH‘\H‘\WH‘Hw?luu‘u‘u‘u —r—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe61022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44

Operator JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
: 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.804  24.89 ug/l 376351 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 83
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 80

Abundance Scan 2179 (14.804 min): VNO72761.D\data.ms (-2174) (. | m/z 117.00 100.00%
117.0
5000
390  65.0 91"0 M 1?3.0 14.50 15.00
o el bl 1492 7 137 00 35.50%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 /\ T T T /\\M
91.0 14.50 15.00 ;
)1 51.0 1#30 m/z 115.00 29.18%
Ot ™ \‘\.\ \““\ \“}‘\““!‘\7\4“}& e ‘M\ T !“ \‘U\‘\-‘\ T
miz--> 20 40 60 80 100 120 140
Abundance
117.0
— —
14.50 15.00
5000 m/z 131.05 21.12%
39.0 91.0
65.0 133.0
ot e ol Ll
miz-> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- /\A/\‘ e R
117.0 14.50 15.00
m/z 91.00 14.79%
5000
39.0 91.0
R N | 1#3-0
0 ““‘w“q“ﬂw‘p“‘ﬂq“u o — —
m/z--> 20 60 80 100 120 140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe61022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44

Operator JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
: SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 6 Benzene, 2-ethenyl-1,3-dime... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.921 80.89 ug/l 1223200 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 86
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 76
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 76
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 76

Abundance Scan 2199 (14.921 min): VNO72761.D\data.ms (-2191) (- m/z 116.95 100.00%
11y7.0
5000
91.0 k.
510 ‘ 1~‘4'1 15.00
Ol TR L W w2 119005 42.27%
m/z--> 20 0 80 100 120 140
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0
5000 R
15.00
91.0 m/z 132.05  32.44%
390 660 ‘ 1%3.0
0 \1\5\.9\‘\ T \"‘\ \“\‘\“‘EH\ T \‘”‘ 1T “‘i‘\ T !“ \‘U ‘\ T
miz--> 20 40 60 80 100 120 140
Abundance
117.0 /\
e
15.00
5000 m/z 114.95 31.68%
39.0 91.0
65.0 133.0
R P U L RS L 1 [N
m/iz--> 20 80 100 120 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- .
117.0 15.00
m/z 90.95 18.86%
5000
91.0
51.0 ‘ 1%3.0
0 ‘H,%FQ‘H‘HM"Hzgﬁ‘ﬂi“w‘u“ e —
miz--> 20 60 80 100 120 140 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44
Operator : JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 7 Benzene, (3-methyl-2-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.192  25.20 ug/1 381135 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 86
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 50
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 50
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 50
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 50

Abundance Scan 2245 (15.192 min): VNO72761.D\data.ms (-2234) (- | m/z 133.85 100.00%
33.1

5000
91.0 115.0 148.1

— s Y
51.0 74 H ‘ 15.00 15.50
ok ““‘M“MMWJUNHWW‘Nl‘,”W“M}‘NMk‘l“ﬂ“ m/z 131.05 97.31%
m/z--> 20 40 60 80 100 120 140
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 146.0 /J\
5000 L \/\"”]\\/\\

15.00 15.50
m/z 148.05 32.55%

41.0  65.0 116.0
T ‘2\6‘.\‘0\ T ““\ \“\“\‘ T ‘1“}‘ T \h" T 1 T H‘ T H‘ T ‘EH ™ \H\ T
miz-> 20 40 60 80 100 120 140
Abundance NA%AAJ\A
131.0 /\
LU

o

15.00 15.50
5000 ITI/Z 119.10 31.32%
910 146.0
39.0 63.0 : 115.0
0 24.0 !
L B e T I o e
miz--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- e ——
131.0 15.00 15.50
m/z 91.00 29.38%
5000
91.0 146.0
' 115.0
39.0 a0 ‘ Ll
P it O RN Y Y WY VLA
m/z--> 20 40 60 80 100 120 140 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44
Operator : JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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-4,7-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.980  28.92 ug/l 437382  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 91
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 91
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 90
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
Abundance Scan 2379 (15.980 min): VN072761.D\data.ms (-2367) (- | m/z 131.05 100.00%
131.1
5000
91.0 16.00
39.0 63.0
oH‘WHJ_wuu“m‘m_mwwu‘\u‘M‘:““_1“75"9”‘2‘9?:9 m/z 146.05  28.09%

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 L f
16.00
m/z 114.95 19.29%
39.0 63.0 91.0
0u\\‘\‘M\“‘\\“i‘\‘m\‘i\“\\‘\\“\‘uh\“\‘M\‘\‘u\‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
léOO
5000 m/z 129.05 14.71%

150 39.0 63.0 91.0
O b e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)- ‘ %kﬁ/ﬁ“%“q\‘
131.0

16.00
m/z 127.95 14 .04%
91.0
5000
51.0
20

oH‘u_“un‘i““:“p‘:‘w:“_MWH‘Mw”l‘_‘uwww_m —

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\VN061022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44
Operator : JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.186  26.26 ug/l 397054 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
Abundance Scan 2414 (16.186 min): VN072761.D\data.ms (-2406) (- | m/z 131.00 100.00%
131.0
5000
91.0 i —4
39.0 63.0 16.00 16.50
160.0
0 wu“miw,w‘z‘oﬁ'? m/z 146.00  32.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
5000 U A e
16.00 16.50
300 m/z 145.05 19.18%
. 91.0
63.0
0 \‘}\5‘\-?\“1 T \“‘\ \“i‘\ ‘W\‘\ \“ T \‘\ T "\‘\ \hh‘ \‘U‘\ T \“\ T T T T T[T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
16.00 16.50
5000 91.0 m/z 115.00 17.64%
39.0 65.0
Ol el e el e Wl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- . —r
131.0 16.00 16.50
m/z 91.05 14.25%
5000
390 g4 910 |
0\\H‘JH\MHWWWHHH\H\pH\M\%H‘N\\M\\W\H\‘H\\ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe61022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44

Operator JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
: 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 10 Naphthalene, 2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.609 315.82 ug/l 4775730 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72

Abundance Scan 2486 (16.609 min): VN072761.D\data.ms (-2478) (- | m/z 142.05 100.00%
142.1
5000 115.0
30.0 63.0 ) 16.20 16.40 16.60
OF et r UL 1588 0 141 05 85.89%
miz--> 20 40 60 80 100 120 140 160
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000
115.0 16.20 16.40 16.60
m/z 115.00  38.17%
sL0 710 890 I
0 ‘\\\\‘\\\\“\\‘\”\‘\\‘\\‘\\\‘}‘\\\\i\\\\’\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
142.0
e
16.20 16.40 16.60
m/z 143.05 11.34%
5000 115.0
390 630 890
L B
m/z--> 20 40 60 80 100 120 140 160
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- e
141.0 16.20 16.40 16.60
m/z 139.05 11.24%
5000 115.0
390 630  ggp |
] S N VPV URSOOMB SN | N S
m/z--> 20 40 60 80 100 120 140 160 16.20 16.40 16.60

82NO60822W.M Mon Jun 13 12:09:39 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72761.D

Acqg On : 10 Jun 2022 13:44
Operator : JC\MD

Sample : N3280-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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, 1l-ethy... 12.980 46.7 ug/l 705727 4 13.668 756088 50.0
Benzene, 1l-ethy... 13.216 31.7 wug/l 478873 4 13.668 756088 50.0
Benzene, cyclop... 13.868 38.2 wug/l 578194 4 13.668 756088 50.0
Benzene, 1,2,3,... 14.574  30.0 ug/l 453020 4 13.668 756088 50.0
Benzene, 2-ethe... 14.804 24.9 ug/l 376351 4 13.668 756088 50.0
Benzene, 2-ethe... 14.921 80.9 wug/l 1223200 4 13.668 756088 50.0
Benzene, (3-met... 15.192 25.2 wug/l 381135 4 13.668 756088 50.0
1H-Indene, 2,3-... 15.980 28.9 ug/l 437382 4 13.668 756088 50.0
Benzene, (1,2-d... 16.186 26.3 ug/l 397054 4 13.668 756088 50.0
Naphthalene, 2-... 16.609 315.8 ug/l 4775730 4 13.668 756088 50.0
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