LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12 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@67508.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.234 78 91 107 rBvV4 22774 43590 1.39% 0.223%
2 8.027 2224 2251 2261 rBV 182463 437550 13.92% 2.239%
3 8.088 2262 2274 2298 rVB 330277 745431 23.72% 3.815%
4  8.442 2386 2406 2428 rBV 249562 588788 18.74%  3.013%
5 8.971 2582 2603 2623 rBV 542429 1142508 36.36% 5.847%
6 10.443 3135 3152 3181 rBV 855856 1653961 52.63% 8.465%
7 11.746 3619 3638 3660 rBV 737749 1353665 43.08% 6.928%
8 11.846 3664 3675 3687 rVB3 35712 62204 1.98% 0.318%
9 11.950 3698 3714 3726 rBV2 225302 389690 12.40% 1.994%
10 12.261 3810 3830 3834 rBV8 16666 33743 1.07% 0.173%
11 12.457 3894 3903 3913 rBV6 23799 40194  1.28% 206%

12 12.581 3936 3949 3966 rVB2 330546 560631 17.84%
13 12.733 3991 4006 4025 rBV 539420 951679 30.28%
14 12.924 4059 4077 4089 rBV 593422 1025346 32.63%
15 12.986 4089 4100 4114 rVV2 305689 503493 16.02%

NURARDNO
(o]
~N
=
R

16 13.061 4114 4128 4143 rVB 446095 727275 23.14%

3.
17 13.222 4172 4188 4204 rBV3 50359 105437 3.36% ©.540%
18 13.299 4205 4217 4218 rVWV7 24456 33970 1.08% ©0.174%
19 13.326 4219 4227 4230 rW 63990 87313 2.78% 0.447%

20 13.372 4231 4244 4268 rVB 1864618 3142524 100.00% 16.084%

21 13.503 4274 4293 4304 rBV3 186962 392845 12.50%
22 13.562 4305 4315 4329 rVB 79809 133724  4.26%
23 13.678 4343 4358 4362 rBV = 624735 964170 30.68%
24 13.774 4383 4394 4406 rVB2 83347 133845 4.26%
25 13.841 4406 4419 4424 rBV 226109 351576 11.19%

PO P~ON
(o]
w
%]
R

26 13.879 4425 4433 4443 rVB 318715 505986 16.10%
27 14.005 4468 4480 4494 rVB2 141014 229880  7.32%
28 14.133 4515 4528 4533 rBV 95633 154955  4.93%
29 14.219 4548 4560 4572 rVB 371889 574817 18.29%
30 14.281 4572 4583 4590 rBV2 124853 202542  6.45%

PNORLRN
N
(o)
w
R

31 14.329 4590 4601 4615 rVB3 412523 722201 22.98%
32 14.466 4637 4652 4662 rBv4 73409 127575 4.06%
33 14.541 4662 4680 4689 rVV 229920 410521 13.06%

OO NO W
=
(]
e
B

34 14.581 4690 4695 4704 rVV2 96418 130167 4.14% 666%
35 14.761 4751 4762 4771 rVB4 22650 38715 1.23% 198%
36 14.812 4771 4781 4792 rBv4 45194 73673 2.34% 0.377%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12 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 14.922 4806 4822 4840 rBv4 312496 703030 22.37%  3.598%
38 15.314 4954 4968 4984 rVB5 25287 59479 1.89% 0.304%

Sum of corrected areas: 19538693
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  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: VN067508.D\data.ms
1500000
1000000
500000
0 2.234
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VN067508.D\data.ms
1500000
1000000
10.443
11.746
8.971
500000
8.088
8.442
8.0
/L 1.8
0t T e T — —T = — T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN067508.D\data.ms
13.872
1500000
1000000
12. 73%2 924
500000 13.061 . 1
12 581 12.9 ' 14.922
1.950 . :
13 %3 .5623. : 481
0 12 2612 45 15.314
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©62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  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 Benzene, 1-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.986 26.11 ug/l 503493 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 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 4100 (12.986 min): VN067508.D\data.ms (-4089) (-  m/z 105.05 100.00%
105.1
5000
120.1 AN
- ~
390 630 77"0 91.0 13.00
e et e e m/z 120,05 27.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\ /\q/\
120.0 13.00
m/z 77.00 13.49%
- Il 39‘.0 | 63.‘0 77‘.‘0 9]‘-\.0 ‘ ‘
H‘HH’HH‘HH“\\H’HH‘\‘H\‘H\}‘HH‘HH‘\M\‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0 A
13.00
5000 m/z 79.00 9.66%
120.0
77.0 91.0
A5 e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9402: Mesitylene
105.0 13.00
m/z 103.00 8.82%
120.0
5000
39.0 77.0 91.0 /\
m/z--> 10 20 30 40 50 60 70 80 90 100110120 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  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, 1,3-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.841 18.23 ug/l 351576 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 87
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
Abundance Scan 4419 (13.841 min): VN067508.D\data.ms (-4406) (-  m/z 105.05 100.00%
106.1
5000
134.0
77.0 R e
51.0 ‘ ‘ 13.50 14.00
et el el e myz 119.05  86.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14844: Benzene, 1,3-diethyl-
119.0
5000 134.0
13.50 14.00
91.0 m/z 134.00  34.38%
39.0 65.0 ‘
\\‘H\\‘\\\‘\“H\\"‘HH““H\’\\‘\\‘\H‘H‘H\\’\\H‘\‘H\’\\‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14841: Benzene, 1,4-diethyl-
110.0 /M ﬂ
— Tt ;
13.50 14.00
5000 134.0 m/z 91.00 29.62%
91.0
410 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J\A\ /J\/J\
Abundance #14842: Benzene, 1,2-diethyl- A et
119.0 13.50 14.00
m/z 77.00 19.28%
5000 134.0
91.0
65.0
250 L S el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  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, (2-bromocyclopropyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.879 26.24 ug/l 505986 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 59
2 Indole 117 C8H7N 000120-72-9 47
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 45
4 Benzonitrile, 3-methyl- 117 C8H7N 000620-22-4 43
5 Indolizine 117 C8H7N 000274-40-8 38

Abundance Scan 4433 (13.879 min): VN067508.D\data.ms (-4425) (- m/z 117.05 100.00%
1

11y
5000
910 \ ‘ \/\\\_/\\ T ‘ T
39.0 63.0 ‘ 13.50 14.00
e bl A m/z 118.1@  53.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58679: Benzene, (2-bromocyclopropyl)-
117.0
5000 P A - azll
13.50 14.00
91.0 m/z 115.00 31.71%
51.0
\\\\‘23\.\0\“‘\\”} \”““1‘\\“\“\‘\“M“H\‘“‘\\\\‘\\\\%\6\9\.\0‘\]\-\9\6‘.9\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8575: Indole
117.0 K
P e
13.50 14.00
5000 90.0 ITI/Z 91.00 17.62%
63.0
140 B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58675: trans-Cinnamyl bromide — —r
117.0 13.50 14.00
m/z 63.00 11.50%
5000
91.0
150 390,630 | | 169.0 196.0
R I B B e
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@62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45

Operator JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62421W.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 4 Benzene, 1,2-diethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.005 11.92 ug/l 229880 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 98
2 Benzene, 1,4-diethyl- 134 C1oH14 000105-05-5 93
3 Benzene, 1,3-diethyl- 134 C1leH14 000141-93-5 90
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 64
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 46

Abundance Scan 4480 (14.005 min): VN067508.D\data.ms (-4468) (-
105

m/z 105.10 100.00%

05.1
5000
134.0
77.0
39.0 ‘ 14.00
SR ‘H‘ B0 My ML nyz 119010 79.17%
miz--> 20 60 80 100 120 140
Abundance #14837: Benzene, 1,2-diethyl-
105.0
5000 134.0 ANM/\ I J\
14.00
390 77.0 m/z 134.00  36.82%
\]_\5\0‘\‘\ T \“.‘\ \‘?Z‘O‘\ L }‘H‘ T \‘\H\ “‘\‘ “‘ T \‘! ‘ L
miz-> 20 40 80 100 120 140
Abundance #14840.Benzene,L4{ﬂeﬂwL
105.0 M A
e sy
14.00
5000 134.0 m/z 91.05 35.93%
77.0
27.0 0 M ‘
ol T O
miz--> 20 40 60 100 120 140 \A
Abundance #14839: Benzene, 1,3-diethyl- T
119.0 1400
m/z 77.00  23.82%
5000
91.0
390 650 ‘ 135.0
150 L T e e el ol TR
m/z--> 20 40 60 80 100 120 140 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  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-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.133 8.04 ug/l 154955 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C1eH14 000099-87-6 95

Abundance Scan 4528 (14.133 min): VN067508.D\data.ms (-4515) (-  m/z 119.05 100.00%
119.1
91.0 /‘\‘
39.0 65.0 | ‘ | 14.00 14.50
\\\‘H\\“‘\\“U\‘H“\‘\\H‘\\‘V\“H‘H‘i“"\H”\‘\\\\‘\\\\‘\\\\2‘(\)\7'\(\) m/Z 134.05 27.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0 /J\/\A
5000 A /\ AL
14.00 14.50
91.0 m/z 91.05 21.21%
39.0 65.0 ‘ ‘
\]-\5\.?\‘\ T \“‘\ \““\‘H‘\\\‘H‘ T \w\“H“\\M"\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
e S
14.00 14.50
5000 m/z 105.05 14.33%
91.0
390 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- e —r=—
119.0 14.00 14.50
m/z 77.00 13.95%
5000
91.0
920,999 | | A,
-:L\S\"O\‘\\\“‘\\“1‘\“1‘\\\‘H‘\H\“H“H‘}"‘\H‘\‘HH‘HH‘HH‘HH PR A A
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©62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  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 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.219 29.81 ug/l 574817 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C10H14 000527-84-4 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95

Abundance Scan 4560 (14.219 min): VN067508.D\data.ms (-4548) (- m/z 119.05 100.00%

119.1 WJ\
5000
91.1 VAA]\A\ J\

39.0 65.0 ‘ ‘ 14.00 14.50
e b Ll L2068 134,00 26.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- /\A
119.0

5000 At AL

14.00 14.50
91.0 m/z 91.10  19.73%
-

39.0 65.0 ‘
\\J-\S\.‘O\‘\\\“‘\\““\‘M\\\‘H’\\‘}‘\“u“\\u‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0

— T
14.00 14.50

5000 m/z 77.00 12.18%
91.0
150 %90 720,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14810: o-Cymene e . .
119.0 14.00 14.50
m/z 105.10 11.62%
5000
91.0
1?0\3?P o0, |
VR R T !
e e e e e
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©62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  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, 1l-methyl-2-(2-prop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.281 10.50 ug/l 202542 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 94
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 94
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 94
4 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 94
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 94
Abundance Scan 4583 (14.281 min): VN067508.D\data.ms (-4572) (-  m/z 117.05 100.00%
117.1
5000 132.0
91.0
390 630 ‘ 14.00 14.50
H_‘H_H‘_Hﬁ‘uqhwuﬂh‘uh_‘J_H‘wmw‘ﬂhuuﬂuu“ m/z 132.00  41.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 — WA
91.0 132.0 14.00 14.50

m/z 115.00 37.14%
39.0 65.0

H‘l\\5\\0‘\\\\‘\H\“\\\\H“\H‘\‘HH‘\MM“\\\\‘\\H‘M‘\\‘HM’\H‘“"HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117.0
Rt 2y

14.00 14.50
=000 132.0 m/z 91.00  22.44%
91.0
27.0
H""""‘M""“""‘}‘:MH‘sw""‘R""""":‘mwl‘,ml‘,“‘m_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14070: Benzene, (2-methyl-1-propenyl)-
117.0 14 00 14 50
m/z 131.05 13.71%
132.0
5000 91.0
39.0 65.0 j\
Hﬁﬁﬂuﬂuuuhu‘wuumh‘mﬁwuﬁ‘uwmuw‘hwuww‘w‘ S M J\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  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 Benzene, (2-methyl-1-propen... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.329 37.45 ug/l 722201 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 70
2 Indan, 1-methyl- 132 C10H12 000767-58-8 70
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 70
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 64

Abundance Scan 4601 (14.329 min): VN067508.D\data.ms (-4590) (-  m/z 117.10 100.00%
117.1

5000
91.0 1321 — s
390 650 ‘ ‘ 14.00 1450
\\‘\\\\‘\H\‘\H\““\\\\H}‘H‘\‘MH‘\‘\”\M“HH‘HH\‘U\‘H’HH‘\H‘N\!H‘H m/Z 119.10 42.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14070: Benzene, (2-methyl-1-propenyl)-
117.0
o Ul
5000 91.0 /‘\‘ AL

14.00 14.50
39.0 65.0 m/z 115.00 36.91%

\\‘J-HS\.\O‘\\\H‘\\\i“‘\\\\H}‘H}‘}MH‘\‘\H\H‘H\\“}H\‘M‘\\’HM‘\H““\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14031: Indan, 1-methyl-
117.0
Pt o

14.00 14.50
5000 ITI/Z 132.05 24.41%
132.0
39.0 65.0 91.0 “ |
| | i Ll | I | i
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14034: 1-Phenyl-1-butene T Py ‘J‘\
117.0 14.00 14.50
m/z 91.00 24.15%
5000 132.0
91.0
1.
270 | °10 | 160 ‘ |
"“"‘“H‘w“‘H“uH‘{‘m““1“‘“11H"HmH“MH‘,HH‘MU‘“HWH r— 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@62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45

Operator JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62421W.M
: 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 o0-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.541  21.29 ug/l 410521 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1eH14 000527-84-4 96
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0OH14 076089-59-3 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 4680 (14.541 min): VN067508.D\data.ms (-4662) (-
119.1

m/z 119.10 100.00%

2

5000
91.0
390 450 ‘ 1351 14.50
““““MM‘NM‘HM“M“ M‘HM‘WWl“N‘,““ m/z 134.05  42.38%
miz--> 20 60 80 100 120 140
Abundance #14811: 0o-Cymene
119.0
5000 /\ I :
14.50
910 m/z 90.95  22.94%
BT O R B 1
| [T u W m Ll L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
T
14.50
5000 m/z 38.95 11.53%
al 91.0
\ \{O\\ 6?0 \ T e
iy n il 1 1l il |
L I e e A e e B o
miz--> 20 40 60 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl- T ‘
119.0 14.50
m/z 77.00 11.43%
5000
390 91.0
: 65.0 135.
\¥??\H\\M\NV\‘W\\M‘Hw\‘HM\wl\\\??\\\\ 7
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©62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.922 36.46 ug/l 703030 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 70
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 70
3 o-Cymene 134 C1eH14 000527-84-4 64
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 64
5 p-Cymene 134 C1eH14 000099-87-6 64

Abundance Scan 4822 (14.922 min): VN067508.D\data.ms (-4806) (-  m/z 119.05 100.00%
119.1
5000
91.0 4
39.0 650 | ‘ 15.00
b Ly W48t 2069 ) 197 10 a4.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 "”A/\V \A\ —
15.00
m/z 134.05 35.31%
39.0 65,0 +0
?‘\5‘\.‘0\‘\ T \“‘\ \“i‘\“i“m\‘”‘ T \‘\\‘m\\m‘l\\!“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
T
15.00
5000 m/z 91.00 25.92%
390 91.0
: 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene —
119.0 15.00
m/z 115.05 18.73%
5000
91.0
4ﬁ'0 600 | I ‘
L Leu m M li | L
A L e AR —74
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62521\
Data File : VN@67508.D

Acqg On : 25 Jun 2021 16:45
Operator : JC/MD

Sample : M2806-05 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12  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|
Benzene, 1l-ethy... 12.986 26.1 ug/l 503493 4 13.678 964170 50.0
Benzene, 1,3-di... 13.841 18.2 ug/l 351576 4 13.678 964170 50.0
Benzene, (2-bro... 13.879 26.2 ug/l 505986 4 13.678 964170 50.0
Benzene, 1,2-di... 14.005 11.9 ug/l 229880 4 13.678 964170 50.0
Benzene, 2-ethy... 14.133 8.0 ug/l 154955 4 13.678 964170 50.0
Benzene, 1l-ethy... 14.219 29.8 wug/l 574817 4 13.678 964170 50.0
Benzene, 1-meth... 14.281 10.5 ug/l 202542 4 13.678 964170 50.0
Benzene, (2-met... 14.329 37.5 ug/l 722201 4 13.678 964170 50.0
o-Cymene 14.541 21.3 ug/l 410521 4 13.678 964170 50.0
Benzene, 1,2,3,... 14.922  36.5 ug/l 703030 4 13.678 964170 50.0
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