LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81221\
Data File : VNO68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 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\82N072921W.M

Title : SW846 8260

Signal : TIC: VNO68090.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.743 267 281 298 rBV6 16956 39682 1.28% 0.109%
2 8.024 2225 2250 2261 rBV2 243770 578930 18.71% 1.586%
3 8.088 2262 2274 2296 rVB2 398439 913236 29.51% 2.501%
4  8.440 2383 2405 2428 rBV2 267302 625216 20.21% 1.713%
5 8.971 2583 2603 2635 rBV 636250 1343579 43.42% 3.680%

6 10.446 3133 3153 3183 rBV 1043583 2008154 64.90%
7 11.746 3621 3638 3661 rBV 987137 1802642 58.26%
8 11.848 3662 3676 3695 rVB 224459 404840 13.08%
9 11.953 3695 3715 3746 rBV 1536433 3019999 97.60%
10 12.283 3809 3838 3858 rBV 704470 1223454 39.54%
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11 12.581 3937 3949 3961 rBV2 44664 72910 2.36%
12 12.733 3978 4006 4027 rBV2 760712 1359045 43.92%
13 12.924 4064 4077 4086 rBV2 69726 117481 3.80%
14 12.986 4086 4100 4108 rBV 1261666 2131417 68.88%
15 13.061 4120 4128 4146 rVB 801183 1315270 42.51%
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16 13.222 4169 4188 4207 rBV 714349 1209020 39.07%

3.
17 13.372 4228 4244 4273 rVB 1902618 3094230 100.00%  8.476%
18 13.503 4276 4293 4303 rBV2 39209 86881 2.81% ©.238%
19 13.562 4303 4315 4326 rBV2 101928 159476 5.15% 0.437%
20 13.619 4326 4336 4344 rBV2 36317 51799 1.67% 0.142%

21 13.678 4344 4358 4363 rBV 973324 1610871 52.06%
22 13.774 4385 4394 4406 rVBS5 31130 49936 1.61%
23 13.841 4406 4419 4422 rBV2 196236 261810  8.46%
24 13.876 4423 4432 4438 rVV3 571481 962411 31.10%
25 13.911 4440 4445 4468 rVB2 626828 1034728 33.44%
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26 14.005 4468 4480 4492 rBV2 68825 112611 3.64%
27 14.072 4492 4505 4516 rBV 198010 320060 10.34%
28 14.133 4516 4528 4533 rBv2 283372 451375 14.59%
29 14.219 4549 4560 4573 rVB 673965 1052243 34.01%
30 14.281 4573 4583 4590 rBV2 95905 153708 4.97%
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31 14.329 4590 4601 4614 rVB3 384051 643084 20.78%
32 14.407 4625 4630 4639 rVB8 28817 39350 1.27%
33 14.461 4639 4650 4662 rVB 212270 338620 10.94%
34 14.541 4664 4680 4687 rBV 403825 663294 21.44%
35 14.581 4687 4695 4705 rVV 590940 916801 29.63%

NEFP OO
(o]
N
00
B

36 14.624 4705 4711 4719 rVW3 98388 135966 4.39% 0.372%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81221\
Data File : VNO68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 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\82N072921W.M
Title : SW846 8260
37 14.662 4719 4725 4735 rVB2 48753 64055 2.07% 0.175%
38 14.764 4752 4763 4770 rBV4 61266 95896 3.10% 0.263%
39 14.812 4771 4781 4791 rVWV 293233 485127 15.68% 1.329%
40 14.855 4792 4797 4807 rVB 85653 119445 3.86% 0.327%
41 14.933 4807 4826 4839 rBv4 805015 1765611 57.06% 4.836%
42 14.989 4840 4847 4862 rVB6 78197 159157 5.14% 0.436%
43 15.086 4870 4883 4901 rBV 274625 489495 15.82% 1.341%
44 15.198 4902 4925 4934 rBV5 205119 494265 15.97% 1.354%
45 15.314 4954 4968 4986 rVB4 207794 507829 16.41% 1.391%
46 15.458 5011 5022 5030 rBV6 20739 42429 1.37% 0.116%
47 15.507 5032 5040 5051 rVB2 51068 84039 2.72% 0.230%
48 15.566 5051 5062 5071 rBV3 80926 139756 4.52% 0.383%
49 15.622 5073 5083 5088 rBVv7 61472 109185 3.53% 0.299%
50 15.807 5135 5152 5171 rBV2 111373 228693 7.39% 0.626%
51 15.984 5195 5218 5223 rBV7 97857 231678 7.49% 0.635%
52 16.022 5226 5232 5256 rVvV3 169711 346444 11.20% 0.949%
53 16.113 5256 5266 5278 rVV3 45016 93874 3.03% 0.257%
54 16.193 5282 5296 5324 rVB3 69167 205552 6.64% 0.563%
55 16.349 5335 5354 5373 rBV3 130295 297810 9.62% 0.816%
56 16.553 5405 5430 5444 rBV5 52597 140690 4.55%  0.385%

57 16.620 5445 5455 5485 rVB9 33877 102381 3.31% ©.280%

Sum of corrected areas: 36507540
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3360-03
: 5.00mL/MSVOA_N/WATER
. 10

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe81221\

: VNO68090.D
: 12 Aug 2021 15:26

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@72921W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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500000
0
2

Time-->
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1500000
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500000

TIC: VN068090.D\data.ms
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TIC: VN068090.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81221\
Data File : VN@G68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Benzene, 1-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.986 66.16 ug/l 2131420 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 4100 (12.986 min): VN068090.D\data.ms (-4086) (-  m/z 105.00 100.00%
105.0
5000
120.0
L
39.0 63.0 77‘0 91‘-0 H 13.00
Ol et e et et m/z 120.00 31.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 M
5000 T j\‘
m/z 91.00 12.66%
77.0 91.0
39\0 | 63\\0 M ‘\ \\‘ ol
OH‘\\H‘HH‘HH’HH‘\H\’HH‘HH‘\\H‘HH‘HH‘HH‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
—
13.00
5000 m/z 76.95 12.39%
120.0
39.0 77.0 91.0
U R YO0 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 13.00
m/z 103.00 8.77%
120.0
5000
77.0
27.0 51.0 91.0
0H‘HH‘HN‘HH,Huﬂwm$ﬁgw‘hh‘Hﬁ‘uwuﬁwuwﬁ‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 13 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81221\
Data File : VN@G68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.222 37.53 ug/l 1209020 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 4188 (13.222 min): VN068090.D\data.ms (-4169) (- m/z 104.95 100.00%
105.0
5000
120.0
390 630 |10 9LO 13.00 13.50
oH_m_m‘HH“wwwmw“1‘_”@‘“H‘;‘s!ww‘uw m/z 120.00  31.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T T \j\\ T T T j\
1200 13.00 13.50
m/z 91.00 13.09%
77.0 91.0
O\\‘]\_\5\.(\)‘\\\‘\‘\\3\\9‘.?\\\“\\\\6‘%\-‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5
13.00 13.50
5000 m/z 77.00 12.79%
120.0
79.0
39.0 65.0 ‘ 920 |
N S | Rt ] R
m/z--> 10 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 9.47%
5000 120.0
39.0
77.0
63.0 ‘ 91.0 /\
0‘w‘H‘E?@_Hlﬁ‘HWMHWNH‘m‘mu‘qh‘wﬂﬂw‘mﬁwu“ A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81221\
Data File : VN@G68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.876  29.87 ug/l 962411 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 76
2 Indane 118 C9H10 000496-11-7 70
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 68
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 68
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
Abundance Scan 4432 (13.876 min): VN068090.D\data.ms (-4423) (- m/z 117.00 100.00%
11y7.0
5000
91.0
39.0 63.0 ‘ 13.50 14.00
Ol AL 2070 7 118,00 52.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
5000 b AN pl
13.50 14.00
91.0 m/z 105.00  49.76%
39.0 @50 ‘
O\\\‘\‘H\“\\“1\““UH\h‘\\‘}\“‘\‘u EERRN R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
13.50 14.00
5000 m/z 115.00 32.36%
91.0
39.0 63.0
015'0Lw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10195: Benzene, cyclopropyl-
117.0 13.50 14.00
m/z 91.00 19.10%
5000
91.0
51.0 ‘
027-°Lm il py
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©81221\
Data File : VN@G68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 o-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.219 32.66 ug/l 1052240 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
Abundance Scan 4560 (14.219 min): VN068090.D\data.ms (-4549) (-  m/z 119.00 100.00%
119.0
5000
910 14.00 14.50
39.0 65.0 ’ ’
o"‘_“qumm‘wun\H“‘ﬂkJM“m}4?9‘H“_“EQ§€ m/z 134.05  28.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene
119.0
5000 . AV
14.00 14.50
91.0 m/z 91.e0 17.23%
41.0 65.0 ‘
0 \\\‘\‘H\“‘H‘\\”“\‘H\‘”‘\H‘\‘W\\NH\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
— ~—
14.00 14.50
5000 m/z 120.00 9.45%
91.0
390 650 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- ”J\‘ /NA~‘ w“%wk“
119.0 14.00 14.50
m/z 76.95 9.44%
5000
91.0
oliso 10, 550 LTI
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©81221\
Data File : VN@G68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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-methyl-1-propen... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.329 19.96 ug/l 643084 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 72
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 68
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 68
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 64
5 Indan, 1-methyl- 132 C10H12 000767-58-8 62
Abundance Scan 4601 (14.329 min): VN068090.D\data.ms (-4590) (-  m/z 117.00 100.00%
117.0
5000
91.0
39.0 63.0 ‘ 148.0 14.00 14.50
bbbl b M 2R 2070 /7 115,00 36.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
11y7.0
5000 A L
91.0 14.00 14.50
m/z 119.05 35.70%
39.0 65.0 ‘
O \]-\5\.(‘)\‘\\\“‘\ \“\“\“u‘u\H‘\\“}\“”HH‘\U\‘\ ‘ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
14.00 14.50
5000 m/z 132.00 25.37%
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16137: 1-Methyl-2-phenylcyclopropane = Ly
117.0 14.00 14.50
m/z 91.00 19.25%
5000
91.0
51.0
0 0, al Ll |l

I
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©81221\
Data File : VN@G68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.541 20.59 ug/l 663294 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 96
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94

Abundance Scan 4680 (14.541 min): VN068090.D\data.ms (-4664) (- m/z 119.00 100.00%

119.0
5000
910 14.50
39.0 65.0 :
| S “wm‘:“,‘m‘h_MW_H?‘QT:‘? m/z 134.05 47.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50
91.0 m/z 91.00 17.74%
39.0 650
0 }\5\-‘0\‘\ T \“‘\ \“i‘\“{“u\““H‘i\‘wuw"\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
T
14.50
5000 ITI/Z 120.05 10.69%
91.0
MOes0
O bt b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- /\‘ F— I
119.0 14.50
m/z 133.05 9.76%
5000
91.0
150 390 650 M
0 \m‘\‘\\\“‘\w‘;‘\“;‘u\‘”‘\H\“1‘”‘1“,‘\H“\‘mwm‘\m‘m\ R
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©81221\
Data File : VN@G68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.581  28.46 ug/l 916801 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
5 o-Cymene 134 C1eH14 000527-84-4 91

Abundance Scan 4695 (14.581 min): VN068090.D\data.ms (-4687) (-  m/z 119.00 100.00%

119.0
5000
91.0 14.50
39.0 65.0 :
O bbbt 43469 2071 7 134,05 45.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50
m/z 91.00 17.36%
39.0 65.0 0
0 %\5\-‘0\‘\ T \“‘\\‘\‘\“\“.\\\““ T \‘\\‘WH‘M\H“\’\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
T T
14.50
5000 ITI/Z 120.00 10.07%
91.0
150 390 650 |
0 \\‘\‘\‘\\\“‘H“”\‘H‘\\\‘H‘\H\‘WHM‘"\HM\’\H\‘\H\‘\\H‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17075: Benzene, 1-ethyl-3,5-dimethyl- /\ A =
119.0 14.50
m/z 115.00 9.45%
- M
91.0
50 B0 o e 2
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82N072921W.M Fri Aug 13 17:59:43 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81221\
Data File : VN@G68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.933 54.80 ug/l 1765610 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 91
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87

Abundance Scan 4826 (14.933 min): VN068090.D\data.ms (-4807) (-  m/z 116.95 100.00%

11v.0
5000
91.0
510 | m ‘1480 207.0 1500
0l et M 222 2000 sz 132,05 34.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
91.0 15.00
51.0 m/z 115.0 30.32%
270" ‘ ‘
O\\\‘\\\\‘\\‘U\““U\\h\‘\1\\‘”}\\\’\‘Uf‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
1500
91.0
7050 |1
O b peerehr bt Ml
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene /\Nxﬁ&
117.0 1500
m/z 119.0 16.59%
5000
91.0
390 g50 ‘ M
Y NN N A 0 A VT O S
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©81221\
Data File : VN@G68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 unknownl15.198 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.198 15.34 ug/1l 494265 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 46
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 46
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 46
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 46
5 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 45

Abundance Scan 4925 (15.198 min): VN068090.D\data.ms (-4902) (-  m/z 133.00 100.00%

133.0
5000
91.0
51.0 1500 1550
0 2080 4/z 131.00 91.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 /J/\
5000 T
1500 15.50
39.0 m/z 119.00  33.03%
‘ 65.0
O\\\\‘\‘U‘\\‘i“\\“1‘\“1‘}\\‘\\‘1\“‘U\\H\“\m\“‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
e —
91.0 15.00 15.50 .
5000 m/z 148.05  30.76%
51.0
T hnddad
“ I \M " \‘\‘ ‘\ \‘M ‘\
ow_ww_m et e bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- b ‘[\‘ /\
131.0 15.00 15.50
m/z 128.95 28.58%
5000
91.0
w0 7| i
L o PO N SR B /4 9 AVAVARLA ot
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©81221\
Data File : VN@G68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.313 15.76 ug/1l 507829 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 89
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 81
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 81
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81

Abundance Scan 4968 (15.313 min): VN068090.D\data.ms (-4954) (-  m/z 131.00 100.00%

131.0
5000
91.0
0.9 | ‘ L1 1500 1550
Ot e A Al 36232070 o133 00 34.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 kv AN
15.00 15.50
39.0 m/z 146.05 23.77%
O\‘\\\\“"\\‘1\‘”\“}\\‘\\‘}\“‘f‘\\““\w\‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
/'\’\ ‘ T T T
15.00 15.50
5000 m/z 90.95 18.62%
91.0
sy L
X O O PNV N A | Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25011: Benzene, (3-methyl-2-butenyl)- i =
131.0 15.00 15.50
m/z 115.00 16.36%
91.0
5000
41.0 65.0
0! el e A —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81221\
Data File : VNO68090.D

Acqg On : 12 Aug 2021 15:26
Operator : JC/MD

Sample : M3360-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.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... 12.986 66.2 ug/l 2131420 4 13.678 1610870 50.0
Benzene, 1l-ethy... 13.222 37.5 ug/l 1209020 4 13.678 1610870 50.0
Benzene, 1-ethe... 13.876 29.9 ug/l 962411 4 13.678 1610870 50.0
o-Cymene 14.219 32.7 wug/l 1052240 4 13.678 1610870 50.0
Benzene, (2-met... 14.329 20.0 ug/l 643084 4 13.678 1610870 50.0
Benzene, 1,2,4,... 14.541 20.6 ug/l 663294 4 13.678 1610870 50.0
Benzene, 1,2,3,... 14.581 28.5 ug/l 916801 4 13.678 1610870 50.0
Benzene, 2-ethe... 14.933 54.8 ug/l 1765610 4 13.678 1610870 50.0
unknown15.198 15.198 15.3 ug/l 494265 4 13.678 1610870 50.0
Benzene, (1,2-d... 15.313 15.8 ug/l 507829 4 13.678 1610870 50.0
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