LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

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©90721W.M

Title : SW846 8260

Signal : TIC: VN@68505.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.231 79 90 108 rVB2 43916 72354  3.32% 0.313%
2 2.590 215 224 239 rVB3 22456 37489 1.72% 0.162%
3 2.740 267 280 291 rVB4 15553 31474 1.44% 0.136%
4 7.316 1970 1986 2005 rBV3 8147 24384 1.12% 0.105%
5 8.024 2228 2250 2261 rBV3 310124 743803 34.12%  3.213%

.088 2262 2274 2303 rVB 598849 1380686 63.34%
.440 2384 2405 2433 rBV = 290409 691299 31.71%
.971 2582 2603 2640 rBV 760557 1601107 73.45%
10.443 3134 3152 3186 rBV 1132618 2179927 100.00%
10 11.140 3380 3412 3443 rBV 318846 821338 37.68%
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11 11.746 3617 3638 3665 rBV 1030337 1884648 86.45%
12 11.953 3697 3715 3738 rBV 321085 627818 28.80%
13 12.283 3816 3838 3857 rBV 307651 538564 24.71%
14 12.733 3990 4006 4029 rVB2 811581 1415018 64.91%
15 12.985 4086 4100 4108 rBV 295342 511114 23.45%
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16 13.061 4120 4128 4142 rVB 194624 323897 14.86%
17 13.224 4175 4189 4203 rBV 215331 359193 16.48%
18 13.369 4229 4243 4265 rBV 680654 1110735 50.95%
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19 13.503 4280 4293 4303 rVB3 16396 27311 1.25% 118%
20 13.562 4303 4315 4325 rBV2 51098 80204 3.68% 346%
21 13.616 4325 4335 4343 rBV2 26887 40135 1.84% 173%

22 13.677 4343 4358 4367 rBV 987890 1856839 85.18%
23 13.876 4407 4432 4441 rBV3 340367 719901 33.02%
24 13.999 4467 4478 4490 rBVe 73713 125069 5.74%
25 14.072 4494 4505 4516 rWw 84465 134593 6.17%
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26 14.131 4516 4527 4533 rVV 119421 194045 8.90%
27 14.160 4535 4538 4549 rVV 125216 150576 6.91%
28 14.219 4549 4560 4571 rVB 158984 242053 11.10%
29 14.284 4573 4584 4589 rBV3 40970 62676 2.88%
30 14.329 4590 4601 4613 rVB2 194919 323475 14.84%
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31 14.461 4638 4650 4661 rBV3 77680 134545 6.17%
32 14.544 4672 4681 4686 rvv2 88905 132769 6.09%
33 14.581 4687 4695 4704 rVB 164060 236134 10.83%

OCO0ORrRrROOC
(]
N
[
B

34 14.621 4705 4710 4719 rVB3 39724 50424  2.31% 218%
35 14.662 4720 4725 4744 rVB4 32495 54889  2.52% 237%
36 14.764 4745 4763 4770 rBVS5 41945 80546 3.69% 0.348%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

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©90721W.M
Title : SW846 8260
37 14.812 4771 4781 4790 rBV 177725 294730 13.52% 1.273%
38 14.933 4807 4826 4839 rBV4 449029 1015472 46.58% 4.387%
39 15.085 4869 4883 4899 rBV 382383 661529 30.35% 2.858%
49 15.198 4915 4925 4933 rBV6 68479 124280 5.70% 0.537%
41 15.313 4955 4968 4985 rVB4 122405 289353 13.27% 1.250%
42 15.509 5034 5041 5050 rVB 45082 67670 3.10% 0.292%
43 15.566 5051 5062 5072 rBV2 87558 151474 6.95% 0.654%
44 15.646 5073 5092 5108 rBV5 66178 214698 9.85% 0.927%
45 15.807 5136 5152 5170 rBV2 86920 190976 8.76% 0.825%
46 16.019 5208 5231 5253 rVB3 229606 598095 27.44% 2.584%
47 16.349 5337 5354 5375 rBV3 148667 343911 15.78% 1.486%
48 16.553 5417 5430 5444 rVB5 62659 132262 6.07% 0.571%
49 16.620 5445 5455 5471 rBVS 31693 63738 2.92% 0.275%
Sum of corrected areas: 23149220

82N090721W.M Fri Sep 17 10:09:38 2021 Page: 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3759-19 10X
: 5.00mL/MSVOA_N/WATER
: 9

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe91621\

: VNO68505.D
: 16 Sep 2021 19:35

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@90721W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1000000
800000
600000
400000
200000
0
2

Time-->
Abundance

1000000
800000
600000
400000

200000

TIC: VN068505.D\data.ms

2.231 2.590.740

.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

TIC: VN068505.D\data.ms

10. F43 11.746

8.971

8.088

8.440 11.140

0
Time-->
Abundance

1000000

800000

600000

400000

200000

Time-->

82N099721W.M

= — o = —T— T
9.00 9.50 10.00 10.50 11.00 11.50

TIC: VN068505.D\data.ms

13.677

12.733

13.369

14.933

1.953 12283 12.985

.088-224

3

T T ‘ T T ‘ T T ‘ T
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©91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.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-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.224 9.67 ug/l 359193 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 4189 (13.224 min): VN068505.D\data.ms (-4175) (- m/z 105.00 100.00%
105.0
5000
30.0 77.0 13.00 13.50
I N I 206.8 g
o+t pre e e m/z 120.00 32.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ M /\ T
13.00 13.50
m/z 91.00 12.02%
39.0 77.0
0 \\\‘\‘\\\“‘\\“P\H“\‘\\\““\r‘}\“r“\\‘r“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
=y
13.00 13.50
5000 m/z 76.95 10.76%
77.0
10,90, |
0Lt bbbl el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #10694: Mesitylene L B R S e
105.0 13.00 13.50
m/z 103.00 9.06%
5000
77.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.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-ethenyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.876  19.39 ug/l 719901 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 94
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 76
5 Benzene, 1-ethenyl-4-methyl- 118 C9H10 000622-97-9 70
Abundance Scan 4432 (13.876 min): VN068505.D\data.ms (-4407) (-  m/z 117.00 100.00%
11y.0
5000
91.0
39.0 63.0 ‘ 13.50 14.00
Ob e b b L 206911800 51.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
5000 — ANSEDSURNIN
13.50 14.00
91.0 m/z 104.95  44.27%
39.0 650 ‘
0 ‘\‘\H“\\“M““UH\h‘\\‘}\“‘\‘u (L L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10198: Benzene, cyclopropyl-
117.0
13.50 14.00
5000 91.0 m/z 115.60  36.64%
39.0 650
Ol e b A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0 13.50 14.00
m/z 91.e0 19.17%
5000 91.0
39.0 65.0
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©91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.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 o0-Cymene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.219 6.52 ug/l 242053 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 p-Cymene 134 CleH14 000099-87-6 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 4560 (14.219 min): VN068505.D\data.ms (-4549) (-  m/z 119.00 100.00%

119.0
- J\ Nh
910 \A T ‘ T T ‘ T
' 14.00 14.50
300 648, | 206.9
Ot bt e A m/z 134.00 29.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene
119.0
5000 T Y
14.00 14.50
91.0 m/z 91.00 16.11%
41.0 65.0 ‘ |
O\H\‘\‘\H“‘\\‘\\”“\‘\H‘”’\H‘\‘W\\‘i“‘H\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene
119.0
—T —
14.00 14.50
5000 ITI/Z 116.95 10.10%
91.0
o eso |
O L e RN NERE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17084: Benzene, 4-ethyl-1,2-dimethyl-
119.0 14.00 14.50
m/z 104.95 8.72%
5000
150 390 g5 910
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©91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.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 (E)-1-Phenyl-1-butene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.329 8.71 ug/1 323475 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 83
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 74
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 74
4 3-Phenylbut-1-ene 132 C1OH12 000934-10-1 72
5 Indan, 1-methyl- 132 C10H12 000767-58-8 70

Abundance Scan 4601 (14.329 min): VN068505.D\data.ms (-4590) (-  m/z 117.00 100.00%
117.0

5000
91.0
39.0 63.0 ‘ C ‘ 148.0 14.00 14.50
O b b MWl L m/z 114,95 38.59%
miz--> 20 40 60 80 100 120 140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000 A, SAVAL
91.0 14.00 14.50

m/z 118.95 37.62%

g0 51O 430
OF iy “‘ : ‘\‘;H“‘\h“?‘?de‘ Ly b !“ Sl -
miz--> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)- J\
117.0
T T

14.00 14.50
5000 m/z 132.00 26.73%
91.0
39.0 65.0 133.0
o LY R YR SOV M)
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- = =y
117.0 14.00 14.50
m/z 91.00 18.20%
5000
91.0
270 °10 rap | . ) 180
Ottt e e e ey T T
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.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 3-Phenylbut-1-ene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.812 7.94 ug/l 294730 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 86
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 86
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 81
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 80
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 74

Abundance Scan 4781 (14.812 min): VN068505.D\data.ms (-4771) (-  m/z 116.95 100.00%

11y.0
5000
91.0
51.0 1479 14.50 15.00
O st st A 295 myz 131,95 42.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
11y7.0
14.50 15.00
91.0 m/z 115.00 32.27%
390 g50 ‘ ”
O \\\‘\‘\\\“\\“”\‘H‘\\ih“\\‘\‘\“‘\“\\H‘\i‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
- e
14.50 15.00
5000 m/z 131.60  22.45%
91.0
27.0 510 ‘ ‘
0 ‘H"M‘“‘H“M‘l‘u‘”“‘m“‘J“w“‘ul‘w“‘m“mwmwm
miz--> 20 40 60 80 100 120 140 160 180 200 /J\
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- Aﬁj\ R
117.0 14.50 15.00
m/z 91.00 13.63%
5000
91.0
2020,
O\H‘H\\“H‘\\“1‘\\\“\\‘\\‘”\”\\\‘\M‘\‘HH‘HH‘\H\‘HH T — T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.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-ethenyl-4-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.933  27.34 ug/l 1015470 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
Abundance Scan 4826 (14.933 min): VN068505.D\data.ms (-4807) (-  m/z 117.00 100.00%
11y.0
5000
91.0
39.0 65.0 ‘ 133.9 1519 15.00
OF v o ol sy sl — R m/z 132.00  36.46%
m/z--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 T ’J\ T T T
15.00
o 91.0 m/z 114.95 31.14%
O LI ‘2\7\0\\“ T \“f T “\‘\\4.\p‘ T \‘\ T ‘H\‘\ T H‘ \1}‘\?"\\‘?’\0‘ L
miz-> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
—
15.00
5000 m/z 131.00 18.46%
91.0
270 | %0 y7a0 | || 10
o prer i e e e e
miz--> 20 40 60 80 100 120 140 A
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- A L
117.0 15.00
m/z 118.95 17.04%
5000
91.0
51.0
27.0 | ‘ 1%3.0
0 "w‘“‘q‘Jﬂuﬂw‘w“ﬁi‘ﬂN‘HM‘WJ“““ e
m/z--> 20 40 80 100 120 140 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.086 17.81 ug/l 661529 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 50
3 Indan, epoxide 132 C9H80 000768-22-9 50
4 4-Cyanobenzoic acid, 2-phenyleth... 251 C16H13NO2 131786-46-4 35
5 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 35
Abundance Scan 4883 (15.085 min): VN068505.D\data.ms (-4869) (-  m/z 103.95 100.00%
104.0
132.0
5000
N \A
o 780 H 15.00
0 "w‘wm‘wh‘m”_m‘m_ 2859 2068z 132.00  52.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 A - :
132.0 15.00

m/z 91.00 40.29%

g0 510 &
\\\‘\‘1\\“\\“}‘\“‘H‘\\H}H‘\\‘r‘\"\\m‘\‘w\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0

o

15 00
5000 132.0 m/z 115.00  18.74%
78.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide
104.0 1500

m/z 117.00 14.41%

5000
51.0 78.0 132.0
27 0 M“ ‘ | I

m/z--> 20 40 60 80 100 120 140 160 180 200 15 00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.313 7.79 ug/l 289353 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-1,6-dimet... 146 C11H14 017059-48-2 90
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 81
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
Abundance Scan 4968 (15.313 min): VN068505.D\data.ms (-4955) (- m/z 131.00 100.00%
131.0
91.0 15.00 15.50
390 647 | m ‘1619 : :
Obrr 20 0 Ly J Ml 1810 2079 146,00 25.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 e el
15.00 15.50
m/z 133.00 24.91%
e L]
O\\\\‘\\\\‘\\“\‘\‘w\‘\\“\\\\“\‘\\1“\M\‘\‘\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
P Ve
15.00 15.50
5000 m/z 128.95 13.11%
39.0 640 91.0
o S o Y ORI O | Y M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- e b
131.0 15.00 15.50
m/z 91.00 12.27%
5000
91.0
51.0 ‘ |
o o M I | Y A = .
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©91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.019 16.11 ug/l 598095 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 95
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 78
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 55
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50
Abundance Scan 5231 (16.019 min): VN068505.D\data.ms (-5208) (-  m/z 131.00 100.00%
131.0
5000
105.0
RN I
39.0 77.0 16.00

0 1610 2088 /7 117.95  85.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-

131.0
5000 VAN ‘
105.0 16.00

m/z 146.00 70.91%

39.0 77.0 H‘
O' \“u\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0 /L
ot

\
16.00
5000 ITI/Z 117.00 41.16%
105.0
390 770
o I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- B ‘
131.0 16.00
m/z 104.95 31.83%
5000 91.0
39.0
65.0
0l15:0 |
1 s RARRE L T
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.349 9.26 ug/l 343911 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 91
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 70
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 60
Abundance Scan 5354 (16.349 min): VN068505.D\data.ms (-5337) (-  m/z 130.95 100.00%
130.9
5000
105.0
509 769 16.0016.2016.4016.60
T 1600 1909 g
O bl 7 m/z 118.00  73.72%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

!

5000 R AL SRRl
105.0 16.0016.2016.4016.60

m/z 146.00  69.31%

39.0 470

I
0! L L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

16.0016.2016.4016.60

5000 ITI/Z 117.00 40.00%
39.0 91.0
15.0 63.0
0! _u‘m“m ‘“‘Hlwu“wmwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- R R R R N
146.0 16.0016.2016.4016.60
m/z 114.95 33.19%

5000 118.0

m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91621\
Data File : VN@68505.D

Acqg On : 16 Sep 2021 19:35
Operator : JC/MD

Sample : M3759-19 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90721W.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, 1-ethy... 13.224 9.7 wug/l 359193 4 13.677 1856840 50.0
Benzene, 1l-ethe... 13.876 19.4 wug/l 719901 4 13.677 1856840 50.0
o-Cymene 14.219 6.5 ug/l 242053 4 13.677 1856840 50.0
(E)-1-Phenyl-1-... 14.329 8.7 wug/l 323475 4 13.677 1856840 50.0
3-Phenylbut-1-ene  14.812 7.9 ug/l 294736 4 13.677 1856840 50.0
Benzene, 1l-ethe... 14.933 27.3 wug/l 1015470 4 13.677 1856840 50.0
Naphthalene, 1,... 15.086 17.8 ug/l 661529 4 13.677 1856840 50.0
1H-Indene, 2,3-... 15.313 7.8 ug/l 289353 4 13.677 1856840 50.0
Naphthalene, 1,... 16.019 16.1 ug/l 598095 4 13.677 1856840 50.0
Naphthalene, 1,... 16.349 9.3 ug/l 343911 4 13.677 1856840 50.0
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