LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 37 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\82N122721W.M

Title : SW846 8260

Signal : TIC: VN@70371.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.293 833 859 897 rBv2 130789 436812 10.08% 0.991%
2 4,588 950 969 970 rBV 95719 147530 3.41% 0.335%
3 6.498 1663 1681 1705 rVB5 28720 94327  2.18% 0.214%
4 7.691 2108 2126 2148 rBV5 85511 228069 5.27% 0.517%
5 8.021 2228 2249 2261 rBV2 643187 1552836 35.85% 3.523%

6 8.086 2262 2273 2305 rVB 1056809 2370587 54.73%
7 8.440 2384 2405 2432 rBV2 869735 2255547 52.07%
8 8.968 2582 2602 2625 rBV 1711085 3527080 81.42%
9 9.628 2836 2848 2860 rBvV2 27319 49077 1.13%
10 10.331 3097 3110 3127 rBVS5 25756 52815 1.22%
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11 10.443 3132 3152 3167 rBV 2347058 4331740 100.00%
12 10.505 3167 3175 3199 rVB 175409 339846  7.85%
13 11.090 3374 3393 3410 rBV2 74077 141700 3.27%
14 11.744 3620 3637 3664 rBV 2015364 3743101 86.41%
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R

15 11.948 3703 3713 3725 rBV2 62323 111044  2.56% 252%
16 12.278 3828 3836 3856 rVB3 45567 84941 1.96% 0.193%
17 12.731 3989 4005 4028 rBV 1468105 2589514 59.78% 5.874%
18 13.055 4118 4126 4138 rVB8 47171 81177 1.87% 0.184%
19 13.369 4233 4243 4253 rBV 57324 89053 2.06% 0.202%
20 13.495 4280 4290 4303 rVB6 73950 127736  2.95%  0.290%

21 13.675 4342 4357 4374 rBV 1192893 2175986 50.23%
22 13.836 4407 4417 4423 rBV2 133217 213944  4.94%
23 13.876 4424 4432 4443 rVB 295570 470840 10.87%
24 13.999 4467 4478 4489 rBVe 107703 200295 4.62%
25 14.131 4519 4527 4533 rBV2 66747 105358 2.43%
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26 14.217 4548 4559 4572 rVW 814105 1236897 28.55%
27 14.278 4575 4582 4589 rVvv2 112612 170105 3.93%
28 14.327 4589 4600 4614 rVB2 509808 887344 20.48%
29 14.463 4646 4651 4659 rVB3 71235 89599 2.07%
30 14.541 4662 4680 4689 rBV 784529 1445867 33.38%
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31 14.619 4704 4709 4718 rVB3 88820 109468 2.53%
32 14.809 4770 4780 4790 rBV2 478679 799577 18.46%
33 14.855 4792 4797 4807 rVB6 157338 213448 4.93%
34 14.922 4807 4822 4836 rBv4 1653856 3807841 87.91%
35 15.196 4903 4924 4933 rBV6 632668 1386956 32.02%
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36 15.308 4954 4966 4990 rVB3 636549 1569876 36.24% 3.561%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 37 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\82N122721W.M
Title : SW846 8260
37 15.504 5015 5039 5053 rBV 1486321 2950903 68.12% 6.694%
38 15.614 5071 5080 5090 rBV5 229469 404723 9.34% 0.918%
39 15.804 5136 5151 5168 rBV 626043 1297150 29.95% 2.943%
40 15.981 5206 5217 5223 rBV3 375179 701453 16.19% 1.591%
41 16.110 5255 5265 5277 rBVS5 227445 404879 9.35% 0.918%
42 16.344 5338 5352 5366 rBV5 405123 903881 20.87% 2.050%

43 16.614 5445 5453 5462 rBV3 108168 181356 4.19% 0.411%

Sum of corrected areas: 44082278
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VNO70371.D\data.ms
2000000
1500000
1000000
500000
4.293
4.588 6.498
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VNO70371.D\data.ms
10.443
11.744
2000000
8.968
1500000
1000000
500000
0= —r— == —r= —= e e — =
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO70371.D\data.ms
2000000
14.922
15.504
1500000 12.731
13.675
1000000 14,217 14.541
15.186308
| | 15.80f5 981
4, 327 14.809 q 16.344
500000 13.876 LS. 614 6 0
14, -» 6.614
13.8 @ 909 84.484.619
13.369495 A -pa13 p
. 148 12.278 13.055 Seer N D ‘. 0
T ‘ T T T T ‘ T 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 1450 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 trans-Cinnamyl bromide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.876  10.82 ug/l 470840  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Cinnamyl bromide 196 CSH9Br 026146-77-0 53
2 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 50
3 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
4 Indole 117 C8H7N 000120-72-9 49
5 Benzene, (isocyanomethyl)- 117 C8H7N 010340-91-7 47
Abundance Scan 4432 (13.876 min): VN070371.D\data.ms (-4424) (- | m/z 117.00 100.00%
117.0
JJ\
At
ag0 030 91.0 13.50 14.00
3B . m/z 118.60  53.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72301: trans-Cinnamyl bromide
117.0
5000 oAl
13.50 14.00
91.0 m/z 115.00  35.63%
\\\‘\\\3\9“.?“\3?.\(\)\“\\“\\’\\\“‘\\\\‘\\\\]‘-\62.\()‘\]-\9\\6‘.\0\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117.0
13.50 14.00
5000 m/z 91.00 12.77%
91.0
39.0 65.0 143.0 178.0203.0 234.0
T T T e e T o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121208: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)- P =
117.0 13.50 14.00
m/z 116.00 11.05%
5000
91.0
39.0 650 1 | 45501780 238.0
e e e e e e e T Ce
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.217  28.42 ug/1l 1236900 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 4559 (14.217 min): VN0O70371.D\data.ms (-4548) (- | m/z 119.00 100.00%
19.

119.0
5000
91.0

300 650 J 14.00 14.50
Ol bt al I 13601881 s 134,05 29.01%

m/z--> 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000

14.00 14.50
9L.0 m/z 91.60 18.07%
65.0 ‘
\1\5\.(‘)\‘\\3\9“.‘(\)\“\‘\“\‘\\\‘H‘\\‘i\|u‘\\‘iw\\\‘\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
119.0
14.00 14.50
5000 m/z 104.95 9.42%
91.0
65.0
15.0 39.0
L 1 S
m/z--> 20 40 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- e —T—
119.0 14.00 14.50

m/z 120.10 9.39%

5000

91.0

m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1-methyl-2-(2-prop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.327  20.39 ug/l 887344  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 72
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 72
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 70
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 64
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 64

Abundance Scan 4600 (14.327 min): VN0O70371.D\data.ms (-4589) (- | m/z 117.00 100.00%
117.0

5000

-

91.0 — —
39.0 63.0 ‘ 14.00 14.50

ekl Ml 2089 7 119,10 37.90%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000
14.00 14.50
91.0 m/z 115.00 34.55%
39.0 65.0 ‘ ‘ ‘
‘\‘\\\“\\“\‘\‘w‘\\\‘”‘\\‘{\“}‘\\U‘\‘“\‘\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
e o
14.00 14.50
5000 ITI/Z 132.00 25.16%
91.0
270 51.0
e B B M m o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16137: 1-Methyl-2-phenylcyclopropane ro £y
117.0 14.00 14.50
m/z 91.00 19.34%
5000
91.0
51.0 ‘
290 e M i 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\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.541  33.22 ug/1 1445870  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0H14 076089-59-3 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
Abundance Scan 4680 (14.541 min): VNO70371.D\data.ms (-4662) (1 m/z 119.85 100.00%
119.1
5000
91.0
39.0 650 ‘ 14.50
et e L3473 20681 134 00 47.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
5000
14.50
91.0 m/z 91.00 17.28%
41.0 65.0 ‘ ‘
\\\‘\‘H\“‘H‘W\“i‘u\““H\‘\‘m\\NH\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
T \
14.50
5000 m/z 133.00 11.20%
91.0
15.0 41.0 65.0
B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- T ‘
119.0 14.50
m/z 120.05 10.19%
5000
91.0
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\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.809 18.37 ug/l 799577  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
Abundance Scan 4780 (14.809 min): VN070371.D\data.ms (-4770) (- | m/z 117.00 100.00%
117.0
LJ\A
o —
51.0 9]‘_,0 14.50 15.00
Ob ekl e U U 1482 2068 7 135,05  38.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 /k — A
91.0 14.50 15.00 ;
510 m/z 115.00 30.48%
270 = ‘
\\\‘\‘\ T \“ T \‘U\““U\\”i‘h‘ T \‘\‘\‘H\“\\\“\‘U\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
— —=
14.50 15.00
5000 m/z 131.00 23.64%
91.0
51.0
27.0
R R R A ARmE E
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 14.50 15.00
m/z 91.00 15.09%
5000
390 g5 91.0 ‘
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\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 2-butenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.922 87.50 ug/l 3807840 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 64
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 64
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 50
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 50
Abundance Scan 4822 (14.922 min): VN070371.D\data.ms (-4807) (- m/z 119.05 100.00%
119.1
5000
91.0
390 650 ‘ e 15.00
A 2309 m/z 117.00 78.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 1
91.0 15.00
m/z 134.05 40.51%
39.0 65.0
\]-\5\.‘0\‘\\\"\\“P\“M\\H}‘M‘\\}\“H‘\\!“\‘“‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
T
15.00
5000 91.0 m/z 114.95 28.42%
39.0 65.0
15.0
R s I b B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)- ——
117.0 15.00
m/z 91.00 26.93%
5000 91.0
51.0
210‘
S u“H‘m”lh“H‘m“l“ u“‘uw‘muu_uWm_m =
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Benzene, (1-methyl-1-butenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.196  31.87 ug/1 1386960 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64
3 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 64
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60

Abundance Scan 4924 (15.196 min): VN070371.D\data.ms (-4903) (- | m/z 133.05 100.00%

138.1
5000
91.0 AN

3‘ | “ 15.00 15.50
H‘_“WMJM‘WLuﬂHw‘Mw‘M‘ﬂU‘M%§ﬂ4‘w“uﬁ97§ m/z 131.00  87.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
5000
15.00 15.50

m/z 148.05  28.67%

51.0
27.0 ‘
\u‘\‘\u‘,‘\\“1‘\“‘1‘\\”1‘uu‘u\1“\‘”!\‘\‘\u‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0 A
—7

15.00 15.50
5000 m/z 115.00 24.07%
91.0
39.0 63.0
R o T e !
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- —= 0
131.0 15.00 15.50

m/z 91.00  23.43%

5000
91.0
51.0 ‘
| RETI [T h\ \H\‘ Il ! : : ,

T T
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\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 1-methyl-4-(1-meth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.308 36.07 ug/l 1569880 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 83
2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 64
4 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 64
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 64
Abundance Scan 4966 (15.308 min): VN0O70371.D\data.ms (-4954) (- | m/z 131.05 100.00%
131.1
5000 ?
39.0 64.2 ‘ 15.00 15.50
R JWMMwwh_ “ 1621 2068 h/7 133.00  46.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
5000 P VRS
15.00 15.50
51.0 m/z 146.05  25.23%
27.0 ‘ ‘
\\\\‘\\\\“‘\\H‘\“m\\”}‘\\\\‘\\\\“\‘!H\‘\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
— R
15.00 15.50
5000 m/z 91.00 18.02%
91.0
39.0 65.0
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- =5 =
131.0 15.00 15.50
m/z 115.00  17.85%
5000
91.0
LI o VR 0 A WVALABIY
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\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 wunknownl5.614 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.614 9.30 ug/l 404723  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 46
2 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 42
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 35
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 30
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 25
Abundance Scan 5080 (15.614 min): VN070371.D\data.ms (-5071) (- | m/z 133.00 100.00%
133.0
5000
91.0
T —
510 ‘ H 15.50 16.00
160 1 ’ ’
el b L L [RO02070 107 60 88.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25001: Benzene, (1-ethyl-1-propenyl)-
117.0
5000 91.0 146.0 T 7
15.50 16.00
m/z 131.00 70.26%
39.0 65.0 ‘
\\J-\S\‘O\‘\\\“‘\\“M\“MH\‘}‘\\H\‘H}‘\\\‘\‘U‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
e <
15.50 16.00
5000 ITI/Z 115.00 41.43%
91.0 146.0
39.0 65.0
R AR REEmaREEES SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)- — ——
131.0 15.50 16.00
m/z 146.05 37.97%
91.0
5000
39.0
15.0 65.0 )
e P =
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.804  29.81 ug/l 1297156 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
Abundance Scan 5151 (15.804 min): VN070371.D\data.ms (-5136) (- | m/z 131.05 100.00%
131.1
5000
91.0 15.50 16.00
39.0 63.0 M : :
SR i N “\u Al ) 1621 2070 m/z 146.05 33.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 e S
15.50 16.00
m/z 115.00 17.62%
390 65.0 91.0 ‘
\\\\‘\\\\“\\‘\\‘M\‘\\“\\\\‘\\\‘\“\‘M\‘\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
— —
15.50 16.00
5000 m/z 129.05 16.51%
15.0 390 50 910
A R L A A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- =~ T
131.0 15.50 16.00
m/z 128.00  14.20%
5000
P koS N AN U | GO
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.981 16.12 ug/1 701453  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
Abundance Scan 5217 (15.981 min): VNO70371.D\data.ms (-5206) (- m/z 131.00 100.00%
131.0
5000
91.0 iGBd
51.0 ' :
\‘\H\“\\‘h“\‘\‘h‘,u“u“‘\‘HM‘\M\‘M\\‘\:!'\7%9\”2‘9\77]7 m/z 146.05  35.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 M e
16.00
m/z 129.00 14.63%
39.0 65.0 ‘
\‘\\\\‘H\\“}‘\‘H\M\i‘h’\\w\“H\\!“\Jm\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
T
16.00
5000 m/z 115.00 13.68%
390 g0 910
A A e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- ——
131.0 16.00
m/z 128.00  11.85%
5000
39.0 65.0 91.0 ‘
‘_‘H\‘m‘wﬁhq‘u‘_‘JMHM‘_“W‘H“H‘W‘H‘ =
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\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Phenol, 2-methyl-6-(2-prope... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.110 9.30 ug/l 404879  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methyl-6-(2-propenyl)- 148 C10H120 003354-58-3 58
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 55
3 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 49
4 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 46
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 46
Abundance Scan 5265 (16.110 min): VN070371.D\data.ms (-5255) (- | m/z 133.05 100.00%
133.1
- \\RJ/Mﬁ\J/\N«ANA_VV
—F =
39.0 650 " JH g“n, 160.1 16.00 16.50
\H\‘H\\“‘\\‘m\“‘\“\‘i”\“\\}\‘”‘\H"‘O\ H‘H\lw8|l\:\l- m/Z 148.05 53.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26268: Phenol, 2-methyl-6-(2-propenyl)-
148.0
5000 L‘ T P
105.0 16.00 16.50
m/z 145.05  43.30%
39.0 77.0 ‘ b
\\\\(‘)\‘\\\‘\\“W\‘\\\\‘H‘\\\\“H‘\\\i\?“‘\“\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
133.0
— .
16.00 16.50
5000 m/z 129.00  22.03%
91.0
15.0 39.0 65.0
A T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26381: Benzene, 1,4-diethyl-2-methyl- P ——
133.0 16.00 16.50
m/z 115.05 20.33%
5000
105.0
w0 70
L PR S M W W 5 o
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50

82N122721W.M Thu Dec 30 03:47:37 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.343 2077 ug/l 903881 1,4-Dichlorobenzene-da  13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 CllH14 001680-51-9 83

002809-64-5 70
016017-24-6 58
005557-93-7 55
000769-25-5 55

2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14
3 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100
4 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14

Abundance Scan 5352 (16.343 min): VN070371.D\data.ms (-5338) (-
131.1

m/z 131.05 100.00%

5000

-

16.0016.2016.4016.60
m/z 145.05 85.96%

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

3

5000

16.0016.2016.4016.60
m/z 146.00 72.08%

‘\‘“!\“\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
N RREamE R b
16.0016.2016.4016.60
5000 m/z 118.00 70.57%
39.0 91.0
15.0 63.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

#24956: 2-Propyn-1-ol, 3-(4-methylphenyl)-
146.0

16.0016.2016.4016.60
m/z 115.00  41.28%

5000 115.0
85.

0
i
UL )

N

m/z-->

20 40 60 80 100 120 140 160 180 200

16.0016.2016.4016.60

82N122721W.M Thu Dec 30 03:47:37 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN©70371.D

Acqg On : 30 Dec 2021 2:29
Operator : JC/MD

Sample : M5219-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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|
trans-Cinnamyl ... 13.876 10.8 ug/l 470840 4 13.675 2175990 50.0
Benzene, 4-ethy... 14.217 28.4 ug/l 1236900 4 13.675 2175990 50.0
Benzene, 1-meth... 14.327 20.4 ug/l 887344 4 13.675 2175990 50.0
1,3-Cyclopentad... 14.541 33.2 ug/l 1445870 4 13.675 2175990 50.0
Benzene, 2-ethe... 14.809 18.4 ug/l 799577 4 13.675 2175990 50.0
Benzene, 2-bute... 14.922 87.5 wug/l 3807840 4 13.675 2175990 50.0
Benzene, (1-met... 15.196 31.9 ug/l 1386960 4 13.675 2175990 50.0
Benzene, 1-meth... 15.308 36.1 ug/l 1569880 4 13.675 2175990 50.0
unknownl15.614 15.614 9.3 ug/l 404723 4 13.675 2175990 50.0
1H-Indene, 2,3-... 15.804 29.8 wug/l 1297150 4 13.675 2175990 50.0
Benzene, (1,2-d... 15.981 16.1 ug/l 701453 4 13.675 2175990 50.0
Phenol, 2-methy... 16.110 9.3 ug/l 404879 4 13.675 2175990 50.0
Naphthalene, 1,... 16.343 20.8 ug/l 903881 4 13.675 2175990 50.0
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