LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62421\
Data File : VN@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M

Title : SW846 8260

Signal : TIC: VN@67493.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 77 92 99 rBv4 18508 37809 2.01% 0.303%
2 8.024 2229 2250 2261 rBV2 213547 511021 27.20% 4.092%
3 8.088 2262 2274 2302 rVB3 388491 890242 47.38% 7.128%
4  8.440 2385 2405 2430 rBV 286842 658966 35.07% 5.276%
5 8.971 2583 2603 2631 rBV 619642 1305440 69.48% 10.453%

6 9.459 2771 2785 2801 rVB6 10346 22274 1.19% 0.178%
7 10.446 3132 3153 3181 rBV 984845 1878752 100.00% 15.043%
8 11.746 3615 3638 3661 rBV 852050 1563139 83.20% 12.516%
9 12.733 3989 4006 4027 rBV2 640606 1111053 59.14%  8.896%
10 13.495 4278 4290 4302 rVB6 15500 32157 1.71% 0.257%

11 13.677 4341 4358 4387 rBV 714841 1307984 69.62% 10.473%

12 13.771 4389 4393 4406 rVBS5 18454 26271 1.40% 0.210%
13 13.879 4419 4433 4450 rVB 158665 269598 14.35%  2.159%
14 14.002 4469 4479 4496 rVB6 34000 62541 3.33% 0.501%
15 14.216 4548 4559 4570 rBV3 35035 54521 2.90%  0.437%
16 14.281 4573 4583 4591 rVv4 27284 48948 2.61% 0.392%
17 14.332 4591 4602 4614 rVV2 112523 189818 10.10% 1.520%
18 14.394 4616 4625 4639 rVB2 24268 46737 2.49% ©.374%
19 14.469 4640 4653 4662 rBV2 43926 76283 4.06% 0.611%
20 14.541 4662 4680 4694 rVB 141036 250693 13.34% 2.007%
21 14.659 4716 4724 4732 rBV3 20504 31366 1.67% ©.251%
22 14.764 4749 4763 4774 rBV3 47897 87375 4.65% 0.700%
23 14.823 4774 4785 4796 rBV6 36353 67152 3.57% ©.538%
24 14.933 4810 4826 4838 rBV5 37221 86183 4.59% 0.690%
25 15.000 4839 4851 4861 rVB6 22745 44128 2.35% ©.353%

26 15.195 4914 4924 4933 rBV3 83069 138256  7.36%
27 15.241 4934 4941 4950 rVV5 26634 41256 2.20%
28 15.316 4955 4969 4982 rVB2 139165 326183 17.36%
29 15.566 5049 5062 5071 rBV4 56153 110922 5.90%
30 15.619 5071 5082 5086 rBv8 42719 70475 3.75%

OO NO R
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N
R

31 15.807 5136 5152 5167 rBV3 77188 164762 8.77%
32 15.882 5176 5180 5193 rVB3 14639 23209 1.24%
33 15.984 5202 5218 5239 rVB2 102928 270457 14.40%
34 16.113 5254 5266 5279 rBV4 66770 133323
35 16.193 5280 5296 5308 rVv5 63817 154117  8.20%

~
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36 16.343 5336 5352 5381 rBV6 73882 209547 11.15% 1.678%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62421\
Data File : VN@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062421W.M
Title : SW846 8260
37 16.552 5406 5430 5444 rBV7 72294 186252 9.91% 1.491%

Sum of corrected areas: 12489210
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62421\
Data File : VN@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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

Abundance TIC: VN067493.D\data.ms

800000
600000
400000

200000

2.236
Omﬁ\\m\ T ‘ T ‘ TT T ‘ T ‘ TT T ‘ TT T ‘ T ‘ Tr T ‘ L ‘ TT T ‘ TT 1T ‘ L ‘ TT 1T ‘ TT T ‘ L ‘ TT T ‘ L ‘ T T ‘ L ‘ T T ‘ T ‘ TT T ‘ TTT
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: VN067493.D\data.ms

10.r46
11.746
800000

8.971
600000

400000 8.088

8.440

8.0
200000

9.459

07— —— T —r— T = — = — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN067493.D\data.ms

800000
13.677

12.733
600000

400000

200000 13.879 )
2404 T 15'98511@3% 3436.552

T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62421\
Data File : VN@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.879 10.31 ug/l 269598 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 80
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e0 000611-15-4 59
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 59
Abundance Scan 4433 (13.879 min): VN067493.D\data.ms (-4419) (- m/z 117.00 100.00%
11y.0
5000 /\
91.0 T T
39.0 77.0 ‘ 13.50 14.00
oH_m‘w_m“m‘;Ml‘N‘_m_‘HMWMHWMW m/z 118.00  56.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8951: Indane
117.0
5000 — L A
13.50 14.00
m/z 115.00  35.13%
39.0 63.0 91.0
0 0= Y 770 ] 1040 ||
H‘HH‘HH‘HH‘\H\‘\\H‘\H\‘\\H‘HH‘\H\‘HH‘\H\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0 /\ M/\
— L
13.50 14.00
m/z 90.95 18.11%
5000 91.0
390 63.0
26,0 ‘ L e 104.0 ||
0“_‘H“H‘_‘m“u‘k‘ﬁ‘ﬂu"MNM‘HJJ“WqH‘,H‘M‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 A
Abundance #8966: Benzene, cyclopropyl- el A
117.0 13.50 1400
m/z 63.00 11.80%
5000 91.0
51.0 50
A N N i NN | R SO L A 1.1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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-ethenyl-3-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.332 7.26 ug/l 189818 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 83
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 80
Abundance Scan 4602 (14.332 min): VN067493.D\data.ms (-4591) (- m/z 117.00 100.00%
117.0
5000 J\
132.0
) 91‘-0 ‘ 14.00 14.50
oH‘HH_‘H_m‘_mi‘m_‘\hwm‘HHw_JH,HH‘_m‘mw m/z 115.60  32.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
1 A/J\/N\J\
5000 132.0 = S A" N
14.00 14.50
91.0 m/z 132.00  25.49%
51.0
O\\‘\\\\‘%\7\‘()\\H“H\\M\Hf‘\‘\‘\\Tﬁ\?‘\\H“‘\H\‘M‘\\’HH‘\HH‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14031: Indan, 1-methyl-
117.0 /\/\
el AN
14.00 14.50
5000 m/z 91.00 14.29%
132.0
39.0 65.0 91.0 ‘
0‘W‘H‘_H‘_‘HM‘HHHH‘M\wHHW‘HWLH‘_H‘V‘H_‘mﬂmH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.0 132.0 14 00 14 50
' m/z 115.95 9.39%
5000
39.0 65.0 ‘ M M\p
X Y WU PPN S N OO | N VAT N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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, 1,2,3,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.541 9.58 ug/1 250693 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 4680 (14.541 min): VN067493.D\data.ms (-4662) (-  m/z 119.00 100.00%

119.0
5000
91.0 A\ — \Aﬁfﬁ
39.0 650 14.50
0ol bbbt 2989 /2 134005 47.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 A 1L A
14.50
390 m/z 90.95 20.41%
0 50 91.0
O \\\‘\‘\\\“‘\\“”\“}“\\\‘H‘\\‘f\‘w\\wl\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
T \
14.50
5000 ITI/Z 39.00 11.51%
91.0
39.0 65.0
0 ;?9&\\WHW\MN\$\H\\NH\W_\\\_\\W\\\W\\H‘\\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl- — ‘
119.0 14.50
m/z 77.00 11.49%
5000
410 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62421\
Data File : VN@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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, pentamethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.195 5.29 ug/1 138256 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 64
3 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 53
4 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 53
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 52

Abundance Scan 4924 (15.195 min): VN067493.D\data.ms (-4914) (-  m/z 133.00 100.00%
3.0

13
5000
91.0
115.0 \Mﬁ« SATh

39.0 65.0 ‘ ‘ 4‘ 15.00 15.50
0 bbbl LGP nyz 131,00 46.11%

m/z--> 20 40 60 80 100 120 140
Abundance #22771: Benzene, pentamethyl-
133.0
/\A A ‘ A

5000
15.00 15.50
m/z 91.00 27.61%

91.0
115.0
39.0 .
0 \1\5\.0‘ T \“‘\ \‘\‘\‘6?\0\ \““ T \‘\‘\ “\‘\ \m“‘ T 1“\‘\ ‘l\ \?\0\
miz-> 20 40 60 80 100 120 140

Abundance  #22824: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0

15.00 15.50
5000 ITI/Z 148.00 26.58%
105.0
39.0 77.0 ‘ ‘ 4‘
0 \1\5‘\'? \ ‘m “‘i“ “\F‘B-‘QU‘ \ 1““ ey \M“‘ : 1‘\‘\ ‘1\ \‘9\'0\
miz-> 20 40 60 80 100 120 140 It ) /K
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)- xn‘ — ‘A Aol L
133.0 15.00 15.50
m/z 115.00 20.17%
5000 105.0
77.0 ‘ ‘ J
41.0 149.0
0“““““““‘5‘9"9“H““HH“HH‘;HH““‘H‘H — —
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@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.316 12.47 ug/l 326183 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 87
Abundance Scan 4969 (15.316 min): VN067493.D\data.ms (-4955) (-  m/z 131.00 100.00%
131.0
5000
010 g 2L A ‘
510 - 1150 15.00 15.50
o0 20 | |, Jl 1480 0
O bt e Rl T m/z 146.00  22.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 /\A A M/\/\ ;
15.00 15.50
1150 m/z 91.00 16.76%
39.0 64.0 91.0 .
04 T \‘\ T \‘[‘r \“i‘\ ‘W.\‘\ \“ T \‘\ T “\‘\ \H T \‘U‘!\‘li?'\ow T
miz--> 20 40 60 80 100 120 140 160
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
— —
15.00 15.50
5000 m/z 115.00 14.09%
91.0
115.0
e o T
O e T e e
miz--> 20 40 60 80 100 120 140 160
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- — ——
131.0 15.00 15.50
m/z 133.00 13.85%
5000
91.0
115.0
39.0
65.0 ‘ A‘
ob b b Ly o BTN VAN

m/z--> 20 40 60 80 100 120 140 160 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@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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-5,6-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.807 6.30 ug/l 164762 1,4-Dichlorobenzene-d4 13.677
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 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 94
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
Abundance Scan 5152 (15.807 min): VN067493.D\data.ms (-5136) (-  m/z 131.00 100.00%
131.0
Al
1550 16,00
390 65.0 ‘ I - :
obr bt Lo Ll L1621 2078 T e ae 30,00

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
M}\/\ T T ‘ T

5000
15.50 16.00
9.0 m/z 114.95 22.13%
15.0 ‘ ‘ \\63\\\0\ I ‘\h th ‘\
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\ \\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
P P
15.50 16.00
5000 ITI/Z 129.05 57%
39.0 gqp0 910 | ‘
o N Pt SN PR | S
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl- 4
131.0 15. 50 16 OO
m/z 90.95 14.34%
5000

39.0 63.0 91.0

o‘HW‘H“‘HLwuw‘HH‘H“M,wM‘,:‘m_m_m_m - e
miz--> 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©62421\
Data File : VN@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.984 10.34 ug/l 270457 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
4 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
Abundance Scan 5218 (15.984 min): VN067493.D\data.ms (-5202) (-  m/z 131.00 100.00%
131.0
SV
910 s /
) PR N L - i A 1610 1909y 146.00  32.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 ﬂ/\
5000 /\/\ T T T A
16.00
m/z 114.95 19.09%
39.0 640 91.0
O+ T \‘\ T \“‘\ \“1‘\““‘\‘\ \“ T \‘H‘]W]-\O\.‘P[\‘U‘!\H“\ L L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
——
16.00
5000 m/z 129.00 15.32%
91.0
39.0 ‘
64.0
YRR = L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- W MM —
131.0 16.00
m/z 91.00 14.31%
5000
39.0 o0
0 630 ‘
S T A N -
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62421\
Data File : VN@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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.
16.193 5.89 ug/1 154117 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 87

Abundance Scan 5296 (16.193 min): VN067493.D\data.ms (-5280) (-  m/z 131.00 100.00%

131.0
5000 /waﬁ«/ﬂ
1600 1650
39.0 64.4 160.0 . :
omwHH‘_u‘w'w_m‘H“!“_Mu‘“““\““‘1‘99‘8‘”” m/z 146.00  27.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 AJ\
5000 P A s
16.00 16.50
m/z 115.00 18.13%
270 510 ‘
O\\\\‘\‘\\\“\\“\‘\“U\‘\\“\\\\“\‘\\1“\M\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
—— —
16.00 16.50
5000 m/z 145.00  15.27%
91.0
Jlosee | I
o JBSMNBINE PN Y N SRR W |
m/z--> 20 40 60 80 100 120 140 160 180 200 \
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- G —
131.0 16.00 16.50
m/z 91.00 14.96%
5000
91.0
39.0
64.0 ‘ ‘
) N i VN SNV | NS R
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50

82N062421W.M Fri Jun 25 18:12:55 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62421\
Data File : VN@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.343 8.01 ug/l 209547 1,4-Dichlorobenzene-d4 13.677
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 92
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 55
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 53
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 50

Abundance Scan 5352 (16.343 min): VN067493.D\data.ms (-5336) (-  m/z 145.00 100.00%
145.0

118.0

5000

16.0016.2016.4016.60

0! m/z 130.95 74.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 LI L L L L B B B B BB
39.0 91.0 16.0016.2016.4016.60
15.0 63.0 m/z 118.00  55.42%
O' ‘\‘\H\“‘\‘\\‘\“\H!\“\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
MM /"‘ﬂ‘ Fasal A/\"/

16.0016.2016.4016.60

5000 m/z 146.00  43.19%

0 ‘HMwu“wmwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- A
145.0

16.0016.2016.4016.60
m/z 115.00 34.10%

5000

91.0
390 115.0

15"0\‘ L \\6?'0‘\\ \‘ \h‘\ } \M‘ Il
O et et et e BN R i R AEEEEEEEEE

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©62421\
Data File : VN@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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 Benzo[b]thiophene, 6-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.552 7.12 ug/l 186252 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 90
2 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 90
3 3-Methylbenzothiophene 148 CO9H8S 001455-18-1 78
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 60
5 (Z)-3-Phenyl-2-propenoic acid 148 C9H802 000102-94-3 53

Abundance Scan 5430 (16.552 min): VN067493.D\data.ms (-5406) (- m/z 146.95 100.00%

146.9
5000
770 118.1 M
39.0 Ce R T T
‘ M ‘ 16.20 16.40 16.60
0l “‘ \‘ ‘\‘U L ‘u L, \\\\ “\\‘MMM " ; ‘ ‘ \\H‘\ H‘\ ‘\‘ “‘\‘ : m/z 148.00 88.91%
miz--> 20 40 60 80 100 120 140 160
Abundance #23297:Benzo[b]tmophene,G-methyl-8
148.0
5000 LI L B N N R R A |
16.20 16.40 16.60
450 m/z 145.00 57.10%
Ly gy 1030 3
O‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\‘\‘\\\\‘\“\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #23295: Benzo[b]thiophene, 5-methyl-
147.0
R
16.20 16.40 16.60
5000 ITI/Z 118.10 28.03%
45.0 69.0
o b d Ly 890 TP am0 |
miz--> 20 40 60 80 100 120 140 160
Abundance #23291: 3-Methylbenzothiophene \MNYTWM A fﬂﬁw&ﬁ
148.0 16.20 16.40 16.60
m/z 160.00 22.89%
45.0 69.0 115.0
89.0
ol 20 L Ll ] 1320

m/z--> 20 40 60 80 100 120 140 160 16. 20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62421\
Data File : VN@67493.D

Acqg On : 24 Jun 2021 19:20
Operator : JC/MD

Sample : M2828-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 24 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 10.3 ug/l 269598 4 13.677 1307980 50.0
Benzene, 1l-ethe... 14.332 7.3 ug/l 189818 4 13.677 1307980 50.0
Benzene, 1,2,3,... 14.541 9.6 ug/l 250693 4 13.677 1307980 50.0
Benzene, pentam... 15.195 5.3 ug/l 138256 4 13.677 1307980 50.0
1H-Indene, 2,3-... 15.316 12.5 ug/l 326183 4 13.677 1307980 50.0
1H-Indene, 2,3-... 15.807 6.3 ug/l 164762 4 13.677 1307980 50.0
1H-Indene, 2,3-... 15.984 10.3 ug/l 270457 4 13.677 1307980 50.0
1H-Indene, 2,3-... 16.193 5.9 ug/l 154117 4 13.677 1307980 50.0
Naphthalene, 1,... 16.343 8.0 wug/l 209547 4 13.677 1307980 50.0
Benzo[b]thiophe... 16.552 7.1 ug/l 186252 4 13.677 1307980 50.0
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