LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 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 U\Method\82U050621W.M

Title : SW846 8260

Signal : TIC: VU@43677.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.363 3 7 15 rVB2 10826 10105 1.13% 0.149%
2 2.630 388 401 417 rVB 9870 17686 1.98% 0.260%
3 3.089 537 544 560 rVB4 6727 13172 1.47% 0.194%
4 3.369 619 631 642 rvB3 6215 12751 1.43% 0.188%
5 4.543 982 996 1009 rBV4 9928 23131 2.59% 0.340%
6 5.298 1214 1231 1244 rBV 141131 295097 33.00% 4.340%
7 5.382 1244 1257 1273 rVW 191913 399288 44.65% 5.873%
8 5.465 1274 1283 1298 rVB5 4813 11062 1.24% 0.163%
9 5.597 1314 1324 1334 rBV5 5514 11577 1.29% 0.170%
106 5.710 1346 1359 1377 rVB 165656 331659 37.09% 4.878%
11 5.858 1393 1405 1411 rBV7 7745 15527 1.74% 0.228%
12 5.909 1412 1421 1437 rWV5 18224 47894 5.36% 0.704%
13 5.996 1437 1448 1460 rVB5 7755 15641 1.75% 0.230%
14  6.256 1514 1529 1547 rBV 301313 557816 62.38%  8.205%
15 6.768 1669 1688 1700 rBV3 42371 98384 11.00% 1.447%
16 7.263 1827 1842 1852 rBV5 10904 23978 2.68% 0.353%
17 7.391 1868 1882 1889 rBV4 9006 18747 2.10% 0.276%
18 7.864 2012 2029 2030 rBV3 18132 27487 3.07% 0.404%
19 7.903 2030 2041 2058 rVB 517946 894267 100.00% 13.153%
20 8.038 2071 2083 2092 rBV5 5875 14879 1.66% 0.219%
21  8.250 2138 2149 2162 rBv4 11855 20897 2.34% 0.307%
22 8.375 2173 2188 2197 rBV2 12185 22080 2.47% 0.325%
23 8.793 2309 2318 2332 rVB5 9718 21514 2.41% 0.316%
24  8.870 2332 2342 2352 rVB3 10588 17192 1.92% 0.253%
25 8.928 2352 2360 2369 rBV6 5414 9189 1.03% 0.135%
26 9.423 2501 2514 2528 rBV 439532 714030 79.85% 10.502%
27 10.034 2687 2704 2713 rBV7 4562 11188 1.25% 0.165%
28 10.369 2794 2808 2825 rVB7 5110 13316 1.49% 0.196%
29 10.639 2876 2892 2907 rBV 361410 574288 64.22% 8.447%
30 10.912 2964 2977 2985 rBV2 10318 15858 1.77% 0.233%
31 11.298 3086 3097 3109 rBvV3 7397 12127 1.36% 178%

32 11.816 3246 3258 3275 rVB 415301 660735 73.89%
33 12.102 3328 3347 3361 rVV2 105936 173271 19.38%
34 12.189 3365 3374 3391 rVB6 14661 32955 3.69%
35 12.308 3402 3411 3420 rVB4 9569 13532 1.51%
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36 12.578 3476 3495 3502 rBV 115325 177424 19.84% 2.610%

82U050621W.M Thu May 13 18:35:41 2021 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 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 U\Method\82U050621W.M
Title : SW846 8260
37 12.619 3502 3508 3519 rVWV 29171 47294 5.29% 0.696%
38 12.687 3519 3529 3548 rVB2 92330 175063 19.58% 2.575%
39 12.976 3602 3619 3631 rBV 87203 135825 15.19% 1.998%
40 13.115 3652 3662 3678 rBV6 10937 24759 2.77% 0.364%
41 13.256 3698 3706 3711 rBvV4 7152 10137 1.13% 0.149%
42 13.301 3711 3720 3735 rVB 64720 103535 11.58% 1.523%
43 13.459 3745 3769 3787 rBV3 190901 344326 38.50% 5.065%
44 13.565 3797 3802 3810 rVB 8424 9757 1.09% 0.144%
45 13.629 3812 3822 3839 rVB3 28686 49567 5.54% 0.729%
46 13.742 3848 3857 3864 rBV3 14318 23173 2.59% 0.341%
47 13.790 3864 3872 3880 rVVv2 33122 56200 6.28% 0.827%
48 13.844 3880 3889 3902 rVv4 41980 79652 8.91% 1.172%
49 13.918 3904 3912 3915 rvwv3 18039 29315 3.28% 0.431%
50 13.947 3915 3921 3937 rVB6 33272 67773 7.58% 0.997%
51 14.092 3951 3966 3987 rBV 59532 106659 11.93% 1.569%
52 14.291 4019 4028 4039 rBV5 12424 21674 2.42% 0.319%
53 14.353 4039 4047 4056 rVB3 10113 14761 1.65% 0.217%
54 14.491 4081 4090 4101 rVB 23782 35372 3.96% 0.520%
55 14.674 4136 4147 4165 rBV5 20517 43436 4.86% 0.639%
56 14.812 4181 4190 4204 rBV3 5786 9561 1.07% 0.141%
57 14.883 4204 4212 4223 rVB2 10153 15601 1.74% 0.229%
58 15.230 4308 4320 4332 rBV2 24529 38871 4.35% 0.572%
59 15.417 4366 4378 4391 rBV 16768 26664 2.98% 0.392%
Sum of corrected areas: 6798719
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU043677.D\data.ms
500000

400000

6.256

300000

200000 5.382
5.29

5.710

100000

6.7
863 2.630 3.089 3.369 4.543 AGB59 5338806

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

Time--> 1.40 1.60 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: VU043677.D\data.ms
500000 7.903

9.423
11.816

400000
10.639

300000

200000

12.102

100000

oo 7.263391 ;@03882&375 %@s 10034 10369 k10.912 11.298 1
NN v A ‘ : RN ‘ A — ‘

— —
Time--> 7.00 7.50 8. 00 8.50 9. 00 9.50 10 00 10 50 11.00 11.50 12.00
Abundance TIC: VU043677.D\data.ms

500000

400000
300000

200000 13.459

12.578
100000 2.687 12 976
13.301 14.092

2.308 3 125 1 % %Aﬁ j\lé{@@ﬁéf"%‘l &ﬁgﬁss 15 /2695 417
0 T T ‘ T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 1400 14.50 15.00 1550 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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-ethenyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.102 13.11 ug/1 173271 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-methyl- 118 C9H10 000622-97-9 90
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 80
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 70
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 60
5 Indane 118 C9H10 000496-11-7 60
Abundance Scan 3347 (12.102 min): VU043677.D\data.ms (-3328) (-  m/z 117.00 100.00%
117.0
5000
91.0 . —
39‘.0 6\’70 ‘ | 13?-0 12.00 12.50
Obrrrerr et b bt ML w7 118,10 52.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
11y7.0
5000 1 ‘ \A
12.00 12.50
39.0 63.0 m/z 115.00  44.23%
O\\‘:L\?\.\()‘\\\‘\‘\\\}i‘\\\\l‘}\\‘\“l‘\‘\\‘\MH‘HH“\H\M‘H\’H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8971: Benzene, 1-ethenyl-2-methyl-
117.0 /\
S A SR
12.00 12.50
5000 m/z 119.00 37.05%
91.0
390 630
oH%?euJWHAMHMHHJHWANM‘JUHWWwaﬁuuwuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #8954: (2)-1-Phenylpropene — A =
117.0 12.00 12.50
m/z 105.00  34.00%
5000
91.0
51.0
o""""%‘7“0“H“w}“”"EH‘Z‘m""“"m‘:‘m,”H“www I /\/\ oA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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, 4-ethyl-1,2-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.578 13.43 ug/1 177424  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 p-Cymene 134 C1leH14 000099-87-6 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3495 (12.578 min): VU043677.D\data.ms (-3476) (-  m/z 119.00 100.00%
119.0
5000
134.1
91.0 A ot A ‘
oH_m_m_H‘Mm‘NmwMH‘HMHH‘HH_H‘H_Hslwmw m/z 134.05 28.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 /\Azo/\ ‘
91.0 134.0 12.5

m/z 91.00 18.65%

o

65.0 ‘
\\‘]-H\\‘H\\‘\\:3\\9‘\()\\\i‘\‘\\\‘\\H‘\\\‘“‘\\H‘\\H‘\H‘H‘\\‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0

12 50
5000 ITI/Z 77 .00 10.63%
91.0 134.0
39.0 650 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14809: p-Cymene }‘\ - b h
119.0 12.50
m/z 105.00  10.40%
5000
91.0 134.0
41.0 65.0 ‘ /\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.687 13.25 ug/l 175063 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 86
4 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 86
5 Indan, 1-methyl- 132 C10H12 000767-58-8 81

Abundance Scan 3529 (12.687 min): VU043677.D\data.ms (-3519) (-  m/z 117.00 100.00%

117.0
5000
132-0 T ‘ T T ‘ T
51.0 7. 97'0 ‘ 12.50 13.00
Ol rerrrrerrrderretbk e S bl il m/z 115.00  36.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0 WA
1250 13.00
91.0 m/z 132.00  25.14%
OH‘\\\\‘%\7\8\\\“H?ﬁ\?\‘f‘f‘”?ﬁ\?‘\\\\“‘\H\‘M‘\\‘HH’\H}"‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117.0
—L B
12.50 13.00
5000 132.0 m/z 90.95 16.16%
91.0
27.0
0‘W‘HW‘HM‘HL‘HJMHWHW‘_MR_HJMH‘NM‘_wW‘HMLHW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- - A“
117. 1250 13.00
m/z 118.00 10.25%
132.0
5000
91.0
0 0 we Ll |
O prrrrprrteprrr et ety et il A 4
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.976 10.28 ug/l 135825 1,4-Dichlorobenzene-d4 11.816
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 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94

Abundance Scan 3619 (12.976 min): VU043677.D\data.ms (-3602) (-  m/z 119.00 100.00%
119.0

5000 J\
AN

910 T T T T T T T
39.0 650 ‘ 135.1 13.00
b e e b e WL myz 134,05 47.50%
miz--> 20 40 60 80 100 120 140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /\\ T T ‘ T
13.00

m/z 91.00  18.20%

91.0
39.0 65.0 135.0
O \1\5\0‘\\\\“‘\\‘\\“\‘\\\“‘\\‘\\“\‘\\‘\‘l\\?‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- J\
119.0

13.00
5000 ITI/Z 77 .00 10.69%
91.0
390 650 | 135.0
o ‘H‘ S OUROY WS R NS A
mfz--> 20 40 60 80 100 120 140 Jk
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- ‘ Wy fe
119.0 13.00
m/z 120.00  10.54%
5000
91.0
39.0 650 135.0
P I sl R N e A
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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-ethenyl-4-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.301 7.83 ug/l 103535 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 87

Abundance Scan 3720 (13.301 min): VU043677.D\data.ms (-3711) (- m/z 117.00 100.00%
117.0

5000 132.0 J\

91.0

50 ‘ ‘ 13.00 13.50
oH‘HH_‘H‘3‘5‘?‘m‘“H‘_‘U‘wH‘9‘HHw_W,HMH‘U}MH m/z 132.00  39.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
J\ i\
5000 T T T T T T I 1 T
132.0 13.00 13.50
o 910 m/z 115.00 33.17%
O\\‘HH‘%\?\‘()HH“HHH\H\‘\‘\‘H‘H\p\‘\\H“HH‘U\‘H’HH‘H\H‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14033: 3-Phenylbut-1-ene
117.0 J
13.00 13.50
5000 ITI/Z 131.00 18.46%

o

91.0 132.0
T80 L
| RN
miz--> 10 20 30 40 55 6‘0 70 80 gb 1601i012‘013‘014‘10 /\ ]\/\
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- = ‘/\‘ S
117.0 13.00 13.50
m/z 91.00 12.98%

5000 132.0
39.0 65.0 91 0 ‘ J\
ob240 Ll I m ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.459 26.06 ug/l 344326 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 76
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 76
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 74

Abundance Scan 3769 (13.459 min): VU043677.D\data.ms (-3745) (-  m/z 117.00 100.00%

11f.0
5000
132.0
91.0

51.0 ‘ “ 1350
Oberrerryrrer 380 o AR L Ml wyz 119.10 37.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000 /w\‘“w f ‘/\F/\\
91.0 13.50
51.0 m/z 132.00  34.30%
27.0 | ‘ ‘
OH‘HH‘HH‘H\\‘H\\M‘H‘\M‘HH‘\}‘H‘HH‘\H\‘MH‘\H!‘\H‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
AW
13.50
5000 132.0 ITI/Z 115.00 34.08%

91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 wjk
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- A e ﬁ‘”AAJA

117.0 13.50
m/z 90.95 20.31%

5000 132.0
39.0 65.0 91 0 ‘ }\
o240 | I m ‘ AN

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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, (1-methyl-1-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.845 6.03 ug/l 79652 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 55
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 50
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C1l1H14 052161-57-6 46
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 46

Abundance Scan 3889 (13.844 min): VU043677.D\data.ms (-3880) (-  m/z 131.00 100.00%

131.0
5000
39.0 630 ‘ ‘ ‘ H 13.50 14.00
R w““ J‘HWU‘ bl “M‘u : M . 1“ o ‘m : m/z 133.00  88.44%
miz--> 20 40 60 80 100 120 140
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0
91.0 M
5000 T T \/\\ T (\\A Y P/\\
13.50 14.00
115.0 m/z 146.00 37.88%
27.0
O\\\\‘\\\\‘\\“\“\‘}‘\ P‘\\“\\“M “ ‘\‘\\‘]-\?.\()\
miz-> 20 40 60 80 100 120 140
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0 /\/
NN LA WP 8
910 13.50 14.00 .
5000 m/z 115.00 29.13%
39.0
115.0
15.0 M ‘ 650 | “ 147.0
(o A A1 “1 mu ST W
m/z--> 60 80 100 120 140
Abundance #21642.Benzene,(1q2—dNnethyL1—pr0penyD— ; /\‘”ﬂMkﬁ\‘ :
13.50 14.00
m/z 91.00 27.25%
5000 91.0
39.0 115.0
65.0 1 7 0
0 ‘\‘ \M H‘h u‘h Ly \H “‘ \!\ /\/\/\//\

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_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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, (3-methyl-2-butenyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.947 5.13 ug/1 67773 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 90
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87

Abundance Scan 3921 (13.947 min): VU043677.D\data.ms (-3915) (-  m/z 131.00 100.00%
.0

131
5000
65.0 91.0 1150 14.00
389 il | 1469 g
(A b MHRY  AH PRSEY SVT M (N m/z 146.00  25.81%
miz--> 20 40 60 80 100 120 140
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 /\(\
5000 /\\ — (\\ R
14.00
39.0 m/z 129.00  21.33%
65.0 115.0
150 | ‘ ‘ | | “ 147.0
0+ \‘\ T \‘“‘\ \‘i‘\ \‘r“\ “H 1 ‘\”1“‘ T \“\ T “‘U‘\ T “‘ \‘\‘L T “1 ‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 [\
PSS e Vi
14.00
5000 ITI/Z 128.00 14.88%
91.0
115.0
39.0
BT RN O (% £
miz--> 20 40 60 80 100 120 140
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- N Ay
131.0 14.00
m/z 115.00 12.76%
5000 91.0
115.0
39.0
| 65.0 ‘ H 147.0
o120 L A “1“‘:“;‘“‘ bl Al ‘M S - WIS v
m/z--> 20 40 60 80 100 120 140 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43677.D

Acqg On : 12 May 2021 15:08
Operator : SY/MD

Sample 1 M2324-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U050621W.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-ethe... 12.102 13.1 ug/l 173271 4 11.816 660735 50.0
Benzene, 4-ethy... 12.578 13.4 wug/l 177424 4 11.816 660735 50.0
Benzene, 1-ethe... 12.687 13.3 ug/l 175063 4 11.816 660735 50.0
Benzene, 1,2,4,... 12.976  10.3 ug/l 135825 4 11.816 660735 50.0
Benzene, 1l-ethe... 13.301 7.8 ug/l 103535 4 11.816 660735 50.0
Benzene, 2-ethe... 13.459 26.1 wug/l 344326 4 11.816 660735 50.0
Benzene, (1-met... 13.845 6.0 ug/l 79652 4 11.816 660735 50.0
Benzene, (3-met... 13.947 5.1 wug/l 67773 4 11.816 660735 50.0
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