LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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\82N062421W.M
Title : SW846 8260
Signal : TIC: VN@67495.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.236 78 92 113 rBV5 22500 60455  3.22% 0.409%
2 4.299 842 861 880 rBV2 14714 42352 2.25% 0.287%
3 7.699 2114 2129 2150 rBV5 9835 27143 1.45% 0.184%
4 8.024 2228 2250 2261 rBV2 211885 507119 27.00%  3.433%
5 8.088 2262 2274 2301 rVB 384618 859004 45.73%  5.815%
6 8.440 2386 2405 2426 rBV 280356 643590 34.26% 4.357%
7 8.971 2583 2603 2626 rBV 614309 1295054 68.95% 8.767%
8 9.461 2775 2786 2801 rVB6 12623 27959 1.49% 0.189%
9 10.443 3133 3152 3181 rBV 965739 1878330 100.00% 12.716%
10 10.867 3292 3310 3329 rBV 9972 25305 1.35% 0.171%

11 11.746 3620 3638 3661 rBV 849035 1571083 83.64% 10.636%

12 12.581 3939 3949 3963 rVB3 20134 32992 1.76% 0.223%
13 12.733 3990 4006 4026 rBV2 640218 1117842 59.51% 7.568%
14 13.224 4179 4189 4198 rVB3 16510 24983 1.33% 0.169%
15 13.500 4277 4292 4306 rBV6 12907 30840 1.64% ©.209%
16 13.677 4341 4358 4381 rBV 737087 1317393 70.14%  8.919%
17 13.774 4385 4394 4404 rVB4 21968 36760 1.96% ©.249%
18 13.841 4407 4419 4421 rBV2 49090 59174 3.15% 0.401%
19 13.879 4422 4433 4451 rVB 540517 920306 49.00% 6.230%
20 14.005 4468 4480 4495 rBv4 48124 81422 4.33% 0.551%

21 14.219 4540 4560 4571 rBV2 174482 295751 15.75%
22 14.284 4572 4584 4590 rVv2 80009 138308 7.36%
23 14.329 4591 4601 4615 rVB2 319324 537535 28.62%
24 14.391 4620 4624 4640 rVB2 19885 33868 1.80%
25 14.466 4640 4652 4661 rBV 36329 61362 3.27%

OO wWoenN
[e))]
w
o]
B

26 14.541 4662 4680 4694 rBV 181267 322475 17.17%
27 14.764 4748 4763 4771 rBV2 37018 70741 3.77%
28 14.812 4771 4781 4793 rVV2 89741 152296  8.11%
29 14.933 4809 4826 4840 rBV2 377465 714379 38.03%
30 14.992 4840 4848 4864 rVB8 28110 60138 3.20%

®OhPRLRON
[
w
e
R

31 15.195 4894 4924 4934 rBVv4 122526 297865 15.86%
32 15.238 4934 4940 4950 rVv4 65404 117304  6.25%
33 15.313 4954 4968 4983 rVB3 158632 363688 19.36%

OO NON
IS
o)
N
B

34 15.464 5015 5024 5031 rBVS9 13230 19814 1.05% 134%
35 15.566 5051 5062 5070 rBV5 23110 41627  2.22% 282%
36 15.619 5071 5082 5087 rBV6 35012 59633 3.17%  ©.404%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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\82N062421W.M
Title : SW846 8260
37 15.807 5136 5152 5169 rBV2 91954 196416 10.46%  1.330%
38 15.984 5199 5218 5241 rBV5 75329 207279 11.04% 1.403%
39 16.115 5256 5267 5278 rBvV3 35837 70027 3.73% 0.474%
40 16.190 5280 5295 5308 rVW5 61868 162422 8.65% 1.100%
41 16.247 5311 5316 5331 rVB5 29162 46499  2.48% 0.315%
42 16.346 5337 5353 5367 rBv7 46682 108356 5.77% 0.734%
43 16.553 5407 5430 5444 rBV4 40873 112875 6.01% 0.764%
44 16.665 5468 5472 5484 rVB4 12999 21518 1.15% 0.146%
Sum of corrected areas: 14771282
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: M2828-13
: 5.00mL/MSVOA_N/WATER
. 26

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@e62421\

: VNO67495.D
: 24 Jun 2021 20:09

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62421W.M
: SW846 8260

¢ C:\DATABASE\NIST11.L
LSCINT.P

Abundance TIC: VN067495.D\data.ms
800000
600000
400000
200000
2.236 4.299
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 6.80
Abundance TIC: VN067495.D\data.ms
10.ﬁ143
11.746
800000
8.971
600000
400000 8.088
8.440
8.0
200000
0 7699 9461 10867
— — — ‘ — ‘ — ‘ —
Time--> 7.00 TSO 8.00 900 950 10.00 10.50 1100 11.50
Abundance TIC: VN067495.D\data.ms
800000 13.677
12.733
600000 13.879
400000 14.933
200000
§ 005
12.581 13 224 13 5oo 1
0 T ‘ T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.879 34.93 ug/l 920306 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 CS9H10 000496-11-7 87
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 ©55337-80-9 72
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 64
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 64
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64

Abundance Scan 4433 (13.879 min): VN067495.D\data.ms (-4422) (- m/z 117.00 100.00%

117.0
5000
91.0
39.0 63.0 ‘ 13. 50 14 00
Obr e bl 2070 47 118,00 54.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
11y7.0
5000
13. 50 14 00
m/z 115.00 35.16%
39.0 63.0 91.0
O\]-\5\‘0\\\\“\\”\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8983: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0
13.50 14.00
5000 ITI z 91.00 18.32%
91.0
390 63.0
0 me‘_“““““m“_Jm“m N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8954: (Z)-1-Phenylpropene
117.0 13. 50 14 00
m/z 63.00 10.60%
5000
91.0
51.0 j\v
0 270 | \‘\M o J- Ll

m/z--> 20 40 60 80 100 120 140 160 180 200 13. 50 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.219 11.22 ug/l 295751 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 96
4 o-Cymene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 4560 (14.219 min): VN067495.D\data.ms (-4540) (-  m/z 118.95 100.00%
119.0
5000
91.0 MM p j\ L
39.0 65.0 ‘ 410 14.00 14.50
Obrrerreediot b UL L0 2068 1y 134,05 27.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 A, A A R
14.00 14.50
91.0 m/z 90.95  20.48%
39.0 65.0 ‘ ‘
O \\\‘\‘}\\“‘\\‘\\‘\\\\H‘\\!\‘w\\\l\\\‘!‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
e -
14.00 14.50
5000 m/z 76.95 11.93%
91.0
0150, %20, 210
m/z--> 20 40 60 80 100 120 140 160 180 200 /\1
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- W - P
119.0 14.00 14.50
m/z 105.00 10.07%
5000
91.0
39.0 650 ‘
L ot O WO B E VYAV A POV A1 WAV
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.329 20.40 ug/l 537535 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 81
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 80
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 80
Abundance Scan 4601 (14.329 min): VN067495.D\data.ms (-4591) (- m/z 117.00 100.00%
117.0
5000
91.0 — Fe ]
51.0 ‘ 14.00 14.50
Ol bl bl MWl 1568 2069 /7 115,00 33.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
11y7.0
5000
14.00 14.50
91.0 m/z 132.00  25.04%
51.0
O\\\‘2\7\\()\“\\“\\“‘\‘\\\“\\“\\[H“\\U‘\H\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117.0 J\
14.00 14.50
5000 m/z 91.00 17.46%
300 650 0 ‘
0“‘_M‘ﬂ‘JH\WH"HL‘_“W‘Mm“u“u“_“W“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117.0 1400 1450
m/z 119.10 10.65%
5000
91.0
51.0
Y T GO P N S U AV W0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.541 12.24 ug/l 322475 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 o-Cymene 134 C1eH14 000527-84-4 95

Abundance Scan 4680 (14.541 min): VN067495.D\data.ms (-4662) (-  m/z 119.05 100.00%

119.1
5000 AAN
91.0 ‘]\ T T
39.0 650 14.50
Ot ool b M 2970 /2 134005 40.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
14.50
390 m/z 91.00 20.45%
0 s50 91.0
O \\\‘\‘\\\“‘\\“”\“}“\\\‘H‘\\‘\\‘w\\w"\\!“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
Ty
14.50
5000 ITI/Z 76.95 11.57%
91.0
39.0 65.0
0 ':L\S(‘OH\\\“\\‘h“\“u\““\H\“1‘”‘1“,‘\H“\‘mwm‘\m‘m‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- e ‘
119.0 14.50
m/z 39.00 10.81%
5000
91.0
150 390 650
0 \m‘\‘\\\“‘\w‘;‘\“;‘u\‘”‘\H\“1‘”‘1“,‘\H“\‘mwm‘\m‘m\ e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82N062421W.M Fri Jun 25 18:13:32 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.933  27.11 ug/1 714379 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 93
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 91
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 91

Abundance Scan 4826 (14.933 min): VN067495.D\data.ms (-4809) (-  m/z 116.95 100.00%

117.0
5000

51.0 91.0 L‘u 15ﬁ00
0 m‘H‘“_m‘m‘!“uu“_u‘wm o 4re 2068 /7 132.00  34.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- J\»
117.0

15.00
115.00  31.26%

51.0
270" ‘
\\\‘\\\\‘\\‘U\““U\\h\‘\\\\‘Hf‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0

5000
91.0
\H‘

o

1500
5000 m/z 131.05 17.12%
39.0 50 910 ‘
0 H“ﬂ‘J_HMWWHJ‘Hk‘_“M‘Mh“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 fk\, /V\J\A
Abundance #14034: 1-Phenyl-1-butene R R
117.0 15.00

91.00 16.16%

5000
91.0
70 %0 1
0 Iy . [ i il

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©62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.195 11.31 ug/l 297865 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 86
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 70
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 64

Abundance Scan 4924 (15.195 min): VN067495.D\data.ms (-4894) (-  m/z 131.00 100.00%

131.0
5000 Jk
15.00 15.50
0 m/z 133.00 64.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 \ M T T T T
15.00 15.50
1.0 m/z 114.95 27.09%
39.0 ‘ ‘
O\\\\‘\‘\\\“\\‘\\‘m\\\’\\\\‘\\\U‘\‘M\“}M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0
P B
15.00 15.50
91.0 .
5000 ITI/Z 91.00 25.58%
39.0
65.0
15.0
0! Y N ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21633: Benzene, (2-methyl-1-butenyl)- — e
131.0 15.00 15.50
m/z 146.00 19.15%
5000 9L.0
39.0 65.0 ‘ /\ /\M
o‘HwHH_HM‘mH,‘m‘wm”‘u!H‘_wa_ww i P
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©62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.313 13.80 ug/l 363688 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 83
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
4 Benzene, (2-methyl-1-butenyl)- 146 C1l1H14 056253-64-6 81
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 81

Abundance Scan 4968 (15.313 min): VN067495.D\data.ms (-4954) (-  m/z 131.00 100.00%

131.0
5000 N
91.0  115.0 146.1 \ T =T
0 o ‘ ‘ ‘ 15.00 15.50
o) ST P PR L. R NV M AL el m/z 146.85 20.97%
miz--> 20 40 60 80 100 120 140
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
146.0
5000 91.0 A /‘\ \ /\M\M \
15.00 15.50
200 oo 115.0 m/z 132.95  19.85%
O\ ’ L \‘H\ \‘m\ ‘H‘H \‘{‘h‘ T \‘} T "H\ \H“ \‘H‘! T ‘ \“\ T
miz--> 20 40 60 80 100 120 140
Abundance #21680:Benzene,14neﬂwh4{l4neﬂwhi;qifenyb— JU\AW
P o
15.00 15.50
5000 m/z 91.00 19.67%
91.0 146.0
116.0
39.0 ‘
65.0
| ‘\ L il L il N HH \‘H i
RN VRN YU A M S 1] SN
miz--> 20 40 60 80 100 120 140
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- == P
131.0 15.00 15.50
m/z 115.00 18.95%
5000
91.0 146.0
390 ga0 ‘ 115.0
T Y P R O T | Y VA |
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\VN©62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.807 7.45 ug/l 196416 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 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 Benzene, (1,2-dimethyl-1- pr‘openyl)- 146 C11H14 000769-57-3 90
Abundance Scan 5152 (15.807 min): VN067495.D\data.ms (-5136) (-  m/z 131.00 100.00%
131.0
5000
= P
300 71 91'0 | \Uﬂ 1550 16.00
]SS N T ‘w_mmm!‘_ ol 28LO  n/z 146.05  32.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 /\W/J\
5000 MM AL g
15.50 16.00
m/z 115.00 19.11%
39.0 91.0
63.0
O\\\\’\‘\\\“\\‘\‘\‘W\‘\\“\\\\‘1\Q\b‘\ \‘}“\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
P
15.50 16.00
5000 m/z 128.00 17.11%
39.0 91.0
ol 280 L 180 el 4L
miz--> 20 40 60 80 100 120 140 160
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- e )
131.0 15.50 16.00
m/z 129.00 16.18%
5000
0 Lo L 110, H‘ il AWNWW\x ‘ (

m/z--> 200 40 60 80 100 120 140 160 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.984 7.87 ug/l 207279 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 91
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
Abundance Scan 5218 (15.984 min): VN067495.D\data.ms (-5199) (-  m/z 131.00 100.00%
131.0
5000 f/\\
91.0 1600 s
39.0 63.0 ' :
) S uw,‘um“t“_ﬂw‘,w“‘199-2””‘299-9 m/z 146.05  32.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 /\
16.00
m/z 114.95 18.33%
27.0 51.0 91.0
OH\‘\‘\“\\\“‘\\“1‘\“”\‘\ \"\\‘H“\‘H“\“‘\M\’\“\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
——
16.00
5000 m/z 128.00 13.63%
39.0 gqpo 910 |
0HH‘\‘\\\“wH‘;‘\“Um\‘,\\‘H‘wm‘w“\“!\,w‘\H‘mwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl- A
131.0 16.00
m/z 129.00 13.40%
h W
39.0 91.0 WW/K\
63.0
0 15.0 \‘ ‘\ i ‘ ‘\ \H\ ‘ .

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©62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.191 6.16 ug/l 162422 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 83
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 80
Abundance Scan 5295 (16.190 min): VN067495.D\data.ms (-5280) (-  m/z 131.00 100.00%
131.0
5000 r/\
R e
390  ga0 91"0 ‘ ‘ 160.0 16.00 16.50
Ol bl ey Al ol m/z 146.00  34.32%
mlz--> 20 40 60 80 100 120 140 160
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 /\
5000 WALV /\ PSS
16.00 16.50
91.0 m/z 145.00 22.23%
390 430 ‘
O T \‘V\ \“‘\ \“1‘\““1‘\ \‘\“| 1T “‘\'1\1\4!4?\‘ \9\.0\‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 \
R e
16.00 16.50
5000 m/z 115.00 21.46%
39.0 65.0 91‘-0 | ‘
TP DY KV 'Y | NP A
miz--> 20 40 60 80 100 120 140 160 \K
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl- —T— ——
131.0 16.00 16.50
m/z 91.00 16.14%
5000
39.0 91.0
63.0
o220 L S0, ey L W YT A
m/z--> 20 40 60 80 100 120 140 160 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62421\
Data File : VN@67495.D

Acqg On : 24 Jun 2021 20:09
Operator : JC/MD

Sample : M2828-13

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Indane 13.879 34.9 ug/l 920306 4 13.678 1317390 50.0
Benzene, 1l-ethy... 14.219 11.2 wug/l 295751 4 13.678 1317390 50.0
Benzene, 1-ethe... 14.329 20.4 ug/l 537535 4 13.678 1317390 50.0
Benzene, 1,2,3,... 14.541  12.2 ug/l 322475 4 13.678 1317390 50.0
Benzene, 2-ethe... 14.933 27.1 ug/l 714379 4 13.678 1317390 50.0
1H-Indene, 2,3-... 15.195 11.3 ug/l 297865 4 13.678 1317390 50.0
Benzene, (1,2-d... 15.313 13.8 ug/l 363688 4 13.678 1317390 50.0
1H-Indene, 2,3-... 15.807 7.5 ug/l 196416 4 13.678 1317390 50.0
1H-Indene, 2,3-... 15.984 7.9 ug/l 207279 4 13.678 1317390 50.0
Naphthalene, 1,... 16.191 6.2 ug/l 162422 4 13.678 1317390 50.0
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