LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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\82N©12521W.M

Title : SW846 8260

Signal : TIC: VN@65626.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.251 451 470 504 rBV 347659 910737 23.57% 4.251%
2 3.782 622 635 656 rVB 50889 129568 3.35% 0.605%
3 7.550 1789 1807 1818 rBV2 131438 333450 8.63% 1.556%
4 7.624 1818 1830 1850 rVB 264813 632643 16.37%  2.953%
5 7.997 1926 1946 1972 rBV3 376290 971602 25.14%  4.535%

6 8.547 2102 2117 2141 rBV 403298 847825 21.94%  3.957%
7 10.058 2571 2587 2596 rBV 643675 1193286 30.88% 5.570%
8 10.122 2596 2607 2637 rVB 2140272 3864625 100.00% 18.039%
9 11.376 2983 2997 3016 rBV 546753 966196 25.00% 4.510%
10 11.479 3017 3029 3045 rVB 282007 470232 12.17%  2.195%

11 11.589 3048 3063 3083 rVV 1108870 2093850 54.18%
12 11.917 3151 3165 3187 rVB 928993 1551816 40.15%
13 12.373 3284 3307 3328 rBV 401182 733666 18.98%
14 12.563 3355 3366 3375 rBV 42877 70897  1.83%
15 12.624 3375 3385 3392 rBV 303988 500226 12.94%

N®WwWN LV
N
N
A
xR

16 12.704 3402 3410 3427 rVB 173378 279995 7.25%
17 12.862 3446 3459 3474 rBV 179455 290461 7.52%
18 13.010 3492 3505 3519 rBV 575097 903538 23.38%

N WA R R
N
=
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R

19 13.315 3587 3600 3605 rBV 477251 825044 21.35% 851%
20 13.511 3643 3661 3669 rBV 263261 476352 12.33% 223%
21 13.553 3670 3674 3693 rVB2 81770 132542 3.43% 0.619%
22 13.708 3711 3722 3732 rVB3 22924 39657 1.03% 0.185%
23 13.772 3733 3742 3747 rBV 52938 83400 2.16% 0.389%
24 13.859 3760 3769 3779 rVB 93550 142765 3.69% ©.666%
25 13.965 3793 3802 3815 rVB2 87667 142580 3.69% ©.666%
26 14.097 3834 3843 3853 rBV 36374 56377 1.46% 0.263%
27 14.180 3853 3869 3874 rBV 77918 121767 3.15% ©.568%
28 14.219 3874 3881 3890 rVB 115210 174717 4.52% ©.816%
29 14.444 3943 3951 3961 rBV 102156 155963 4.04% 0.728%
30 14.563 3974 3988 4000 rBV3 230345 457376 11.83%  2.135%
31 14.711 4024 4034 4043 rBV 65730 111313 2.88% ©.520%
32 14.820 4050 4068 4074 rBV6 52272 124982 3.23% 0.583%
33 14.923 4090 4100 4121 rVB2 58139 128064 3.31% ©.598%
34 15.100 4134 4155 4166 rBV 179002 340977 8.82% 1.592%
35 15.209 4180 4189 4198 rBV6 29799 61491 1.59% ©.287%

36 15.380 4230 4242 4258 rBV 52997 104411 2.70% 0.487%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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\82N©12521W.M
Title : SW846 8260
37 15.540 4273 4292 4295 rBV5 42294 86305 2.23% 0.403%
38 15.572 4296 4302 4319 rVB2 85553 159079 4.12% 0.743%
39 15.659 4319 4329 4339 rBvV2 22663 40914 1.06% 0.191%
40 15.730 4339 4351 4364 rBV4 34994 73565 1.90% 0.343%
41 15.868 4379 4394 4414 rBV3 62145 139382 3.61% 0.651%
42 16.058 4435 4453 4462 rBVS 53206 126561 3.27% 0.591%
43 16.119 4462 4472 4498 rVB 79573 189463 4.90% 0.884%
44 16.306 4516 4530 4542 rBVS 57041 139590 3.61% 0.652%
45 16.441 4563 4572 4586 rVB6 19148 44814 1.16% 0.209%
Sum of corrected areas: 21424064
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe12721\

: VNO65626.D
: 27 Jan 2021 13:46
JC/MD
¢ M1190-05
: 5.00mL/MSVOA_N/WATER
: 9 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN065626.D\data.ms
2000000
1500000
1000000
500000
3.251
3.782
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 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: VN065626.D\data.ms
10.122
2000000
1500000
11.589
1000000
10.056
11.376
500000 7997 8.547
7.624 1.47
Olr——— i e —f— —T — —h T — e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN065626.D\data.ms
2000000
1500000
1000000111.917
13.010 13315
500000 12373 . '
. 13.511
JL %M'SGZ SB6hdeyR7L4 A‘%:jls\% 2 o Bl 8080690
1315 j%é“ 44414 12182023 868
12.5 : 5.20%.386° d .
O\ ‘ T T ‘ T T \/\\ ‘ T ‘ ?%\L‘\ T T T ‘ T /\\_4\-\/\‘ T T T T ‘ \-\ T T ‘/\iﬁ\ \3-%?44‘.1\
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@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.251 71.98 ug/l 910737  Pentafluorobenzene 7.624

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 470 (3.251 min): VN065626.D\data.ms (-451) (-) m/z 44.95 100.00%

45.0
5000 /L
R S RRRRNBEZ e
3.00 3.20 3.40 3.60
Ol e e S e e e M/Z 46,00 38.99%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #96: Ethano
31.0
45.0
5000
3.00 3.20 3.40 3.60
m/z 43.00 19.21%
0 2.0 15\0\ 251&‘\ \‘
HH\H‘\\H‘HH‘HH‘HH‘HH‘HH‘\H‘HH‘HHHH‘HH‘HH‘HH‘\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #98: Dimethyl ether
45.0
29.0
T
15.0 3.00 3.20 3.40 3.60
5000 m/z 42.00 7.25%
0 Gl 220 | 39.0
T e e e e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #92: Methane, nitroso- /\TH““‘W““W““‘H
30.0 3.00 3.20 3.40 3.60
45.0 m/z 44.00 2.41%
5000
15.0
oHw_WH‘H:!‘MWHM:w_Wll!‘lmwWWW S
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.624 30.32 ug/l 500226 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 3385 (12.624 min): VN065626.D\data.ms (-3375) (- m/z 105.00 100.00%

105.0
5000
39.0 77.0 L 12.50 13.00
Obrrerrerhodenii A LUl 429.0 1560 2070 1,7 159,05  29.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ M A T
12.50 13.00
m/z 77.00 11.89%
39.0 77.0
0 \\\‘\‘\H“‘\\“V\”“\‘H\M‘\\‘1\[H‘H‘\"‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 J\
— A
12.50 13.00
5000 ITI/Z 91.00 11.47%
77.0
39.0
P VUTR N S Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #9430: Benzene, 1-ethyl-4-methyl- — e
105.0 12.50 13.00
m/z 79.00 8.90%
5000
77.0
0 15.0 . 39\0 Lo 1] Il ‘ h‘ N j\
I B R B e o R R = B

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_N\Data\VN@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.862 17.60 ug/l 290461 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 3459 (12.862 min): VN065626.D\data.ms (-3446) (- m/z 104.95 100.00%

105.0
5000

390 77.0 12.50 13.00
Ob ookt b Ml (4200 2069 no 100,10 30.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl- j\
105.0
5000 MA A
12.50 13.00
m/z 77.00 12.65%
77.0
0 %ﬁ?“?ﬁP”H\““M"LWHM‘WW“‘M“‘\H“\H“\‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl- A~#Vmﬂwq
105.0 j\
12 50 13. OO
77.0
0 ‘15‘?”‘339“”\”‘”‘M\‘“‘w“‘”““\“meww”w”” J\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105.0 12 50 13 OO

m/z 79.00 9.48%

5000 /\
770 ]\
o150 390, T
1300

m/z--> 20 40 60 80 100 120 140 160 180 200 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.511  28.87 ug/l 476352  1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 93
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e0 000611-15-4 68
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 64

Abundance Scan 3661 (13.511 min): VN065626.D\data.ms (-3643) (-  m/z 117.10 100.00%
1r.1

11y
5000 /AA/J\
910 k‘\\\\‘
57.8 ‘ ‘ 13.50
Ol bt 200 sz 118018 55.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117.0
5000 —=
13.50
39.0 91.0 m/z 115.00  32.55%
i
O\:I\-3\.\0‘\“\\\“\\“{\“‘i‘\\\“‘\\‘\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8966: Benzene, cyclopropyl-
117.0
13.50
m/z 105.00 22.14%
5000 91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl- —T
117.0 13.50
m/z 91.00 17.99%
5000 91.0
39.0 65.0 J\A
o‘u“u‘“uﬂmN“uM‘$mﬂu‘“‘H‘H“_‘H‘H“_‘H IRV ch&J\
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_N\Data\VN@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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, 1-methyl-3-(1-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.859 8.65 ug/l 142765 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 3769 (13.859 min): VN065626.D\data.ms (-3760) (-  m/z 119.10 100.00%

119.1
5000
134.0 .
91.0 T N
39.0 65.0 | ‘ | | 13.50 14.00
O e el m/z 134,00 29.77%
miz--> 20 40 60 80 100 120 140
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 Af%&
5000 /,Af\ A /\ :
13.50 14.00
134.0 o
91.0 m/z 91.00 16.06%
O\\lwswlo‘\ \\\4%.\0\‘\ T ??\O\ \“ T “}‘\ \‘\w I R T
miz--> 20 40 60 80 100 120 140
Abundance #14810: 0-Cymene Aﬁd&J\MAJJ\MV
119.0
13.50 14.00
5000 m/z 120.00  10.05%
134.0
39.0 91.0
15.0 ' 65.0
) S N S S PG SR N
miz--> 20 40 60 80 100 120 140 N /\j\ /\f\w
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl- P A
119.0 13.50 14.00
m/z 105.00 8.51%
5000
134.0
91.0
LT O PR Y NP O MPVIIN W
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.219 10.59 ug/l 174717 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
Abundance Scan 3881 (14.219 min): VN065626.D\data.ms (-3874) (-  m/z 119.10 100.00%
119.1
5000 134.1
e =4
390 650 910 14.00 14.50
Obrerrerperrprebrer b ot m/z 134,05 42.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000 ‘ ‘/‘\‘ DRIRS
14.00 14.50
290 m/z 91.00  15.25%
. 65.0 91.0
O \\‘HH‘\H‘\‘HH"‘HHi‘“\\\’\‘m\‘\HM“HH"HH‘\w\\’\\w\lHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
— —
14.00 14.50
5000 134.0 m/z 120.05 9.87%
5o 390 65.0 91.0
0 \\‘H‘\.\‘\\\‘\‘H\\’\\Hi‘“u\’\‘1‘\\‘\\\‘“‘H\\"\\H‘\W\\’H‘mluu‘\‘\‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- ‘A‘ ‘ ; A A”
119.0 14.00 14.50
m/z 77.00 8.17%
134.0
5000
91.0
O\\‘1\\5\.\0‘\H‘\‘H\\"‘\\H“\‘H\’\‘\‘1\‘\H‘U‘H\\’\\H‘\m\\,H‘{‘{luu‘\‘\‘u‘u —pl, e
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@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46

Operator JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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-4-me... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.444 9.45 ug/1 155963 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 94
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 90
4 Benzene, 1l-ethenyl-4-ethyl- 132 C1OH12 003454-07-7 87
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87

Abundance Scan 3951 (14.444 min): VN065626.D\data.ms (-3943) (-
117.0

m/z 117.00 100.00%

5000 132.1 K
1450
39.0 64.0 ‘ ‘ -
bl “Jmu el 1481 13005 39.96%
miz--> 20 80 100 120 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 132.0 1450
m/z 115.00 26.83%
T O P ) Il
O\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\
miz--> 20 0 80 100 120 140
Abundance #14034: 1-Phenyl-1-butene
117.0
e
14.50
5000 132.0 m/z 131.0 20.97%
91.0
027'076*0
m/z--> 20 80 100 120 140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
11v.0 1450
m/z 91.00 13.77%
5000 132.0
390 50 910 ‘ ‘ K
ob2a0 L b U
m/z--> 20 40 60 80 100 120 140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Indan, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.563 27.72 ug/l 457376  1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 90
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
Abundance Scan 3988 (14.563 min): VN065626.D\data.ms (-3974) (-  m/z 117.05 100.00%
117.1
5000
’ 14:50 |
39.0 65.0 m .
0 m‘H‘Jwwh‘m‘w‘wwu ,‘nl““”‘_1‘5?5"9”“””2‘9‘7:9 m/z 132.05  34.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117.0
5000 A /\ :
14.50
910 m/z 115.00  26.59%
390 650 ‘
O\\\‘\‘\\\“\\‘\\“u‘\\\‘\\‘\\‘\\\H’\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 fAN\
R
14.50
5000 m/z 119.10 19.55%
NS Y O Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- =y ‘
117.0 14.50
m/z 131.05 17.87%
5000
91.0
51.0
270 ‘
0 ‘H‘“‘W‘Jﬂuwkﬂu_“‘Nm‘J,HWV“H““H“‘H““‘ —
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@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Benzene, (1-methylenebutyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.572 9.64 ug/l 159079 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 83
2 .alpha.-Methylstyrene 118 C9H1e 000098-83-9 43
3 2(1H)-Quinoxalinone 146 C8HEN20 001196-57-2 38
4 1H-Tetrazole, 5-phenyl- 146 C7H6N4 018039-42-4 38
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 38
Abundance Scan 4302 (15.572 min): VN065626.D\data.ms (-4296) (-  m/z 118.00 100.00%
118.0
146.1
5000
91.0 — :
51.0 ‘ 15.50
170.0
O m‘w ol “9“ ww m/z 146.85 56.01%
m/z--> 20 40 100 120 140 160
Abundance #21613. Benzene, (1-methylenebutyl)-
118.0
5000 M b f »/\ :
91.0 15.50
51.0 m/z 117.05 53.19%
27.0 ‘ ‘ 146.0
0 \H‘\‘\‘H“HL\“MKI\. "HH\‘H‘H ‘\‘Uw\‘\“‘\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #8965: .alpha.-Methylstyrene
118.0
T [
15.50
5000 m/z 131.05 43.67%
78.0
51.0
o B0 L | e Il
miz--> 20 40 60 80 100 120 140 160 J\
Abundance #22186: 2(1H)-Quinoxalinone e ‘
146.0 15.50
118.0 m/z 105.00  39.40%
5000
91.0
64.0
Toacdo ally
0 WWH‘”M S UV SR RN N T
m/z--> 20 8 100 120 140 160 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.119 11.48 ug/l 189463 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1l1H10 002443-46-1 87
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 87
Abundance Scan 4472 (16.119 min): VN065626.D\data.ms (-4462) (-  m/z 142.00 100.00%
142.0
5000
115.0
— ——
51.0 709 . ‘ 1601 16.00 16.50
0 “‘“H“W‘HWMWMM‘w““yw‘ww‘ww“hw“‘;“ m/z 141.00 87.78%
miz--> 20 40 60 80 100 120 140 160
Abundance #19232: Naphthalene, 1-methyl-
142.0 /\\
5000 < —
115.0 16.00 16.50
m/z 114.95 36.35%
390 B30, 890 I
O ‘\\\\“\\”\\“\‘\‘\H\‘\‘\\\‘\\\‘}‘\\\\i\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #19239: Naphthalene, 2-methyl-
142.0 /J\\
=t —r=
16.00 16.50
5000 m/z 145.05 32.75%
115.0
51.0 ‘71‘.0 89.0 ‘ ‘
Ottt el el
miz--> 20 40 60 80 100 120 140 160 M
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- e
141.0 16.00 16.50
m/z 143.00  12.42%
5000 115.0
300 630  ggp
0 bt el et Ay L T 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@12721\
Data File : VN@65626.D

Acqg On : 27 Jan 2021 13:46
Operator : JC/MD

Sample : M1190-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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|
Ethanol 3.251 72.0 ug/l 910737 1 7.624 632643 50.0
Benzene, 1l-ethy... 12.624 30.3 ug/l 500226 4 13.315 825044 50.0
Benzene, 1l-ethy... 12.862 17.6 ug/l 290461 4 13.315 825044 50.0
Indane 13.511 28.9 ug/l 476352 4 13.315 825044 50.0
Benzene, 1-meth... 13.859 8.7 wug/l 142765 4 13.315 825044 50.0
Benzene, 1,2,3,... 14.219 10.6 ug/l 174717 4 13.315 825044 50.0
1H-Indene, 2,3-... 14.444 9.4 ug/l 155963 4 13.315 825044 50.0
Indan, 1-methyl- 14.563 27.7 ug/l 457376 4 13.315 825044 50.0
Benzene, (1-met... 15.572 9.6 ug/l 159079 4 13.315 825044 50.0
Naphthalene, 1-... 16.119 11.5 ug/l 189463 4 13.315 825044 50.0
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