LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  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 U\Method\82U052622W.M
Title : SW846 8260
Signal : TIC: VU@48806.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.372 1241 1254 1269 rVB2 606532 1250274 1.12% ©.358%
2 6.247 1512 1526 1553 rBV 705118 1368116 1.23% 0.391%
3 7.896 2015 2039 2054 rBV 1084566 1891879 1.70% 0.541%
4  9.417 2495 2512 2529 rBV 943548 1636749 1.47% 0.468%
5 10.484 2832 2844 2855 rBV 2501957 3922166 3.53% 1.122%
6 10.632 2878 2890 2903 rBV 795553 1273181 1.15% 0.364%
7 10.906 2961 2975 2991 rBV 2444907 3732807 3.36% 1.068%
8 11.021 2994 3011 3022 rVV 1307453 2141451 1.93% 0.613%
9 11.089 3022 3032 3050 rVB 838143 1330590 1.20% 0.381%
10 11.291 3081 3095 3117 rBV 5306599 8270840 7.44%  2.366%

11 11.471 3127 3151 3163 rBV 19396938 29964850 26.96% 8.573%
12 11.809 3244 3256 3270 rVB4 1430215 2898371 2.61% 0.829%
13 11.896 3270 3283 3294 rBV 6596343 10170535 9.15% 2.910%
14 12.095 3329 3345 3363 rBV 15577297 25305019 22.77% 7.240%
15 12.188 3363 3374 3387 rBV3 1936257 3528566 3.17% 1.010%

16 12.468 3449 3461 3464 rBV 1213074 1781693 1.60% ©.510%
17 12.494 3465 3469 3480 rVB2 1462510 2119577 1.91% ©.606%
18 12.571 3480 3493 3501 rBV 3231057 5040131 4.53% 1.442%
19 12.684 3515 3528 3543 rBV 6550672 11138477 10.02%  3.187%
20 12.877 3576 3588 3599 rVB 702702 1121936 1.01% 0.321%
21 12.973 3601 3618 3626 rBV 1192503 1921086 1.73% ©.550%
22 13.028 3626 3635 3647 rVB 2409076 3860899 3.47% 1.105%
23 13.295 3707 3718 3730 rVB 4523515 6835718 6.15% 1.956%
24 13.452 3746 3767 3778 rBV3 4981679 8601499 7.74%  2.461%
25 13.520 3778 3788 3799 rVB 3898815 5921677 5.33% 1.694%

26 13.629 3808 3822 3837 rVB 13963475 23388801 21.04% 6.692%
27 13.729 3837 3853 3863 rBV 2104053 3404900 3.06% 0.974%
28 13.790 3863 3872 3881 rVV2 817497 1332957 1.20% ©0.381%
29 13.954 3914 3923 3937 rVB2 647863 1315685 1.18% 0.376%
30 14.102 3946 3969 3988 rBV2 56184782 111150990 100.00% 31.801%

31 14.677 4135 4148 4157 rBV3 1168665 2357591 2.12% ©.675%
32 14.806 4177 4188 4204 rVB2 1452486 3276032 2.95% 0.937%
33 15.073 4262 4271 4289 rVB 696940 1398148 1.26% ©0.400%
34 15.224 4306 4318 4332 rBV 12849847 19872605 17.88% 5.686%
35 15.413 4363 4377 4391 rBV 15483432 24571512 22.11% 7.030%

36 15.950 4528 4544 4555 rBV 846430 1382217 1.24% 0.395%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12

Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  Sample Multiplier: 1
Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U052622W.M

Title : SW846 8260

37 16.146 4595 4605 4612 rBV 951489 1455071 1.31% 0.416%
38 16.259 4629 4640 4662 rBV 882110 1573019 1.42% 0.450%
39 16.407 4675 4686 4694 rBV 1911991 3155782 2.84% 0.903%
40 17.095 4886 4900 4918 rBV 1742474 2853590 2.57% 0.816%

Sum of corrected areas:
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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

Abundance TIC: VU048806.D\data.ms

5e+07

4e+07

3e+07

2e+07

1e+07

5.372 6.247

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

Time--> 1.40 1.60 1.80 2.00 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
Abundance TIC: VU048806.D\data.ms

5e+07
4e+07

3e+07

2e+07 11.471
12.095

1e+07 11.896

11.201
, 7.896 9.417 10'/‘{1?5'.6321(’)%%2589 ]\ 11-89[% 1
S N Y ISR N N | < Sl G- il LU A VOV, 0 A 00
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU048806.D\data.ms
14.102

5e+07

4e+07

3e+07

2e+07

15.413
13.629 15.224

1le+07

12.684
14.8#7806 15 073 15.9506.18659407 17.095

Izééigﬁ&}zsﬁiggﬁiéﬁg%&i%§%%095 T A A AL B T T T ‘

T ‘ T T T T
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o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.291 142.68 ug/l 8270840 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3095 (11.291 min): VU048806.D\data.ms (-3081) (- | m/z 105.10 100.00%
105.1
5000 /\
390 10 11.00 1150
Obr bt bl 43340 2069 17 126,65 29.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\
1100 1150
m/z 77.00 12.14%
77.0
O\]_\5\‘\\\3\9“\()\\\‘\\\\H‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0 j\
1100 1150
5000 m/z 90.95 %
77.0
0150 39.0
A e B e E a  ARmAREE R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10694: Mesitylene
105.0 11.00 1150
m/z 79.00 %
5000
77.0
390
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.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, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.896 175.45 ug/1 10170500 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 3283 (11.896 min): VU048806.D\data.ms (-3270) (- z 105.05 100.00%
105.1
5000 120.1
510 (70 1150 12.00
Y5 Bt N R ==X z 120.10  41.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 120.0 ‘
1150 1200
m/z 77.00 12.44%
51, 77.0
O\\‘H\\‘%\7\9\\\“\H\i‘\H}“\‘\‘H‘\\\‘U‘\\H‘HH‘\M1\‘\\‘\‘\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
Lt
e
120.0 1150 12.00
5000 m/z 91.00 9.99%
77.0
0 15.0 39.0 59.0
e Aaana L e A o e o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 11.50 12.00
m/z 119.10 9.59%
120.0
5000
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.095 436.54 ug/1 25305000 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Deltacyclene 118 C9H1e 007785-10-6 58
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 55
Abundance Scan 3345 (12.095 min): VU048806.D\data.ms (-3329) (- | m/z 117.05 100.00%
1171
5000
91.0 T
39.0 63.0 ‘ ‘ 134.1 12.00
0 rprrerprrerpreedprrehes bbbl el m/z 118,05 56.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 1
91.0 12.00
51.0 m/z 115.05 32.51%
0\\‘H\\‘%\7\?\\\“H\\HH\\‘1“\\‘\M\‘\H\i}H\M‘H\‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
T I
12.00
5000 m/z 90.95 18.39%
91.0
o 15.0 39.0 63.0
T T T R e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 Aj\
Abundance #10192: Benzene, 2-propenyl- ]
117.0 12.00
m/z 119.05 13.70%
5000 91.0
39.0 65.0
0‘wHH‘HHMHwwuﬁh‘wuh‘HNMHJMHWJHWHMHHHM‘HMH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.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, 1l-ethenyl-3-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.684 192.15 ug/1 11138500 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 90
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87
Abundance Scan 3528 (12.684 min): VU048806.D\data.ms (-3515) (- | m/z 117.10 100.00%
1171
910 — —
12.50 13.00
39.0 63.0 ‘
! mmh_u“wmH!“_Mulﬁf‘r?‘_WWZ‘QT:‘? m/z 115.05  31.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 ASA VAV
12.50 13.00
91.0 m/z 132.05  27.45%
51.0
O\\\‘2\?\.9\“\\“i\“m\\\“‘\\“\\‘H“\\U‘\N\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
AN —
12.50 13.00
5000 m/z 91.00 13.91%
39.0 65.0 91.0
Ol e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl- e L
117.0 12.50 13.00
m/z 118.10 9.90%
5000
39.0 65.0 91"0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12

Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U052622W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.294 117.92 ug/1 6835720 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87

Abundance Scan 3718 (13.295 min): VU048806.D\data.ms (-3707) (- | m/z 117.10 100.00%
117.1
5000
51.0 910 ‘ 13.00 13.50
Oborrerorbtb b 411482 2071135 65 37.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 —M AN
13.00 13.50
m/z 115.10 26.50%
390 g5o 91.0 ‘ ‘
O\\\‘\‘\\\“\\“”\“U\\\“\\\\‘\\\!’\‘U\‘\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
13.00 13.50
5000 m/z 131.05 20.84%
390 g5 91.0
L RTITRSL BRI M) -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- N =
117.0 13.00 13.50
m/z 91.00 13.59%
5000
91.0
51.0
270~ ‘ ‘
0 H"H‘“HWJJWHu_“‘N“W‘M‘W“H“‘H“‘H“H‘ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.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-methyl-3-(1-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.452 148.38 ug/l 8601500 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 70
3 o-Cymene 134 C1leH14 000527-84-4 70
4 p-Cymene 134 CleH14 000099-87-6 70
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 70
Abundance Scan 3767 (13.452 min): VU048806.D\data.ms (-3746) (- | m/z 119.10 100.00%
119.1
5000 /\}k
91.0 RS
39.0 65.0 13.50
O bkt b W48 2069 o 917,10 Se.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 T
13.50
91.0 m/z 134.00 40.31%
O\\\\.‘\\\\“‘\\‘\\‘\\\\’\\\‘\‘w\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
13.50
5000 m/z 91.00 21.26%
39.0 65.0 91.0
Ol el e el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0o-Cymene —
119.0 13.50
m/z 115.05 18.69%
5000
91.0
150 390 650 | ‘
T A Y ) R —— AL
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.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 2-Methylindene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.520 102.16 ug/l 5921680 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 97
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
3 1H-Indene, 1-methyl- 130 C1leH1e 000767-59-9 95
4 1,4-Dihydronaphthalene 130 C10H1e 000612-17-9 95
5 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 94
Abundance Scan 3788 (13.520 min): VU048806.D\data.ms (-3778) (- | m/z 130.05 100.00%
115.1130.1
5000 AJ\
T \
51‘-0 o ‘ 13.50
owHwHw}‘M:HwM‘muuW,QHMW‘“““1‘49-,1‘” m/z 115.05  95.33%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15022: 2-Methylindene
130.0
115.0
5000 e :
13.50
- o m/z 129.05 76.67%
O\‘\\zﬁ‘?\\\“\\H“‘H\\‘\‘!‘H‘\M‘\‘\H\‘\?ﬁ’q\\\‘\\l\‘\\\‘\‘HH‘HH’H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance
130.0
115.0
T T
13.50
5000 m/z 128.05 39.30%
51.0
0 27.0 70 489
T e T T e o
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15031: 1H-Indene, 1-methyl- A ‘
130.0 13.50
115.0 m/z 127.05 18.32%
) /\J\J\/L
o“%‘7“0“H‘wJ“M:HMWmwmww,?”w!w“‘Ww,m 4
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.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 Benzene, (1-methyl-2-cyclop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.629 403.48 ug/l 23388800 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
2 2-Methylindene 130 C10H10 002177-47-1 97
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 94
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 94

Abundance Scan 3822 (13.629 min): VU048806.D\data.ms (-3808) (- | m/z 130.05 100.00%

130.1
5000 AJ\
-

—
510 770 1041 13.50 14.00

0 _m‘”“” ‘wa“ bl Ll 1621 2069 s 115,05 95.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
5000

—T—
1350 14.00
m/z 129.05 78.71%

51.
77 0 102.0
27 0 ‘ “ H‘ H‘ ‘ ‘ UJ'H\ T ‘ TTTT ‘ T T 1T ’ TTTT ‘ TTTT

] AR RN T RSN S PRSI
m/z--> 20 4b 6b 85 160 1%0 140 160 180 200
Abundance
130.0
S| WAV. N
13.50 14.00
5000 ITI/Z 128.00 38.44%
s 510 770 1020
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl- SN\
130.0 13.50 14.00

m/z 127.10  18.37%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

o " 770 1020 |
|
—

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.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-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.224 342.82 ug/l 19872600 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72
Abundance Scan 4318 (15.224 min): VU048806.D\data.ms (-4306) (- | m/z 142.05 100.00%
142.1
5000
115.1
—
63.0 15.00 15.50
39.0 89.0
o229 e e 1892 s 14105 86.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 —— A
115.0 15.00 15.50
m/z 115.0 34.45%
300 930 890 I
O ‘\\\\‘\\M\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
142.0
—
15. OO 15 50
5000 m/z 143.0 11.44%
115.0
51.0 71.0 89.0
o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22141: Benzocycloheptatriene
141.0 15.00 15.50
115.0 m/z 139.00 10.67%
5000
630 8&0
| HH 1l I L , |
0 “““““‘J‘ ‘ “““‘1“““L“““““ — A
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.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 10 Naphthalene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.413 423.88 ug/1l 24571500 1,4-Dichlorobenzene-d4 11.812
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 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72
Abundance Scan 4377 (15.413 min): VU048806.D\data.ms (-4363) (- | m/z 142.05 100.00%
142.1
5000
1151 A\
T
39.0 ﬁ;g}qﬂ 89‘.0 | 15.50
L 1l (I m 1l

Il 4720 2071 /7 141.05 96.20%
miz-> 20 40 60 80 100 120 140 160 180 200

Abundance #22150: Naphthalene, 2-methyl-
142.0
1

5000
115.0 15.50
m/z 115.05 36.20%

500 10 990 | |
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
—

15.50

o

m/z 143.00 11.46%
5000 115.0
ol 300 63.0 89.0
R IR O R
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #22140: Benzocycloheptatriene
141.0 15.50

m/z 139.00 11.12%

5000
115.0

39.0 63.0 89.0

0‘HHw“H”H“‘\‘\“‘H;“m“\\,\H‘l‘\Nuwmu,uu‘uu‘uu ———
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060222\
Data File : VU@48806.D

Acqg On : 02 Jun 2022 16:12
Operator : SY/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U852622W.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... 11.291 142.7 ug/l 8270840 4 11.812 2898370 50.0
Benzene, 1,2,3-... 11.896 175.4 ug/1l 10170500 4 11.812 2898370 50.0
Benzene, cyclop... 12.095 436.5 ug/l 25305000 4 11.812 2898370 50.0
Benzene, 1l-ethe... 12.684 192.2 wug/l 11138500 4 11.812 2898370 50.0
1H-Indene, 2,3-... 13.294 117.9 ug/l 6835720 4 11.812 2898370 50.0
Benzene, 1-meth... 13.452 148.4 ug/l 8601500 4 11.812 2898370 50.0
2-Methylindene 13.520 102.2 ug/l 5921680 4 11.812 2898370 50.0
Benzene, (1-met... 13.629 403.5 wug/l 23388800 4 11.812 2898370 50.0
Naphthalene, 1-... 15.224 342.8 ug/l 19872600 4 11.812 2898370 50.0

9 4 0

Naphthalene, 1-... 15.413  423. ug/1 24571500 11.812 2898370 50.
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