LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  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\82N042622W.M

Title : SW846 8260

Signal : TIC: VN@72281.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.134 184 195 209 rBV 864894 1973673 6.05% 0.841%
2 3.516 250 260 272 rBV2 221064 553718 1.70% 0.236%
3 5.087 514 527 533 rBV2 145599 558398 1.71% 0.238%
4 5.622 604 618 638 rBV2 229779 783836 2.40% 0.334%
5 6.469 753 762 774 rVB3 119505 350758 1.07% 0.149%
6 6.610 774 786 794 rBV 123749 384901 1.18% 0.164%
7 7.145 866 877 902 rVB 1515035 4567677 13.99%  1.945%
8 8.016 1016 1025 1030 rBV 157691 402184 1.23% 0.171%
9 8.092 1030 1038 1046 rVvVv2 720379 2009590 6.16% 0.856%
10 8.175 1046 1052 1064 rVB3 169146 472877 1.45% 0.201%
11 8.433 1088 1096 1110 rBV 191627 462448 1.42% 0.197%
12 8.575 1110 1120 1125 rVV4 246714 708197 2.17% 0.302%
13 8.639 1126 1131 1137 rVV2 239401 577725 1.77% 0.246%
14 8.963 1177 1186 1198 rBV3 551763 1341015 4.11% 0.571%
15 9.422 1254 1264 1265 rBV 311876 503927 1.54% 0.215%

16  9.457 1266 1270 1278 rVB 552284 1115656 3.42%
17 9.969 1350 1357 1361 rBV 206963 402467 1.23%
18 10.439 1429 1437 1442 rBV 694864 1291990 3.96%
19 10.498 1442 1447 1453 rVV 446653 808100 2.48%
20 11.739 1650 1658 1665 rBV 591082 1071265 3.28%

[OROR RO RN
Ui
Ul
[
R

21 11.839 1667 1675 1685 rVV 5782193 9845078 30.16% 4.193%
22 11.945 1685 1693 1707 rVV 16349546 30789064 94.32% 13.112%
23 12.274 1738 1749 1766 rVB 3703158 6191521 18.97% 2.637%
24 12.574 1790 1800 1810 rBV 2006124 3240724 9.93%  1.380%
25 12.727 1818 1826 1835 rBV 492130 828093 2.54% ©.353%

26 12.916 1850 1858 1863 rBV 5224177 8378245 25.67%  3.568%
27 12.980 1863 1869 1872 rVV 4581564 8182453 25.07%  3.485%
28 13.010 1872 1874 1878 rVV 4040762 5531431 16.95% 2.356%
29 13.057 1878 1882 1893 rVB 5550971 8664939 26.54%  3.690%
30 13.215 1902 1909 1919 rBV 5714035 9286311 28.45%  3.955%

31 13.363 1926 1934 1948 rBV 20098997 32642836 100.00% 13.902%
32 13.492 1948 1956 1962 rVB3 357403 855822 2.62% 0.364%
33 13.557 1962 1967 1972 rVB 281946 435348 1.33% 0.185%
34 13.698 1981 1991 2000 rBV 6842619 12145066 37.21% 5.172%
35 13.833 2007 2014 2016 rBV 2232289 3337338 10.22% 1.421%

36 13.868 2016 2020 2025 rVV 5800226 9560471 29.29% 4.072%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  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\82N042622W.M
Title : SW846 8260
37 13.998 2037 2042 2047 rVB 384103 587629 1.80% 0.250%
38 14.063 2047 2053 2058 rBV 788389 1234027 3.78% 0.526%
39 14.127 2058 2064 2066 rVV 2039429 3245202 9.94% 1.382%
40 14.151 2066 2068 2073 rVV 1504324 2255102 6.91% ©.960%
41 14.210 2073 2078 2084 rVV 5099322 7965052 24.40%  3.392%
42 14.274 2084 2089 2092 rVvV 828188 1285740 3.94% 0.548%
43 14.321 2092 2097 2105 rVB2 2767881 4647424 14.24% 1.979%
44 14.457 2113 2120 2126 rBV2 866567 1396162 4.28% ©.595%
45 14.533 2126 2133 2137 rVV 3019936 4975999 15.24% 2.119%
46 14.574 2137 2140 2145 rVV 2448111 3588868 10.99% 1.528%
47 14.615 2145 2147 2151 rVW 316504 408261 1.25% 0.174%
48 14.804 2174 2179 2184 rVV 2909099 4629801 14.18% 1.972%
49 14.845 2184 2186 2191 rVvV 248138 352042 1.08% 0.150%
50 14.927 2191 2200 2206 rVV2 4518424 9350296 28.64% 3.982%
51 14.986 2206 2210 2217 rVV3 296509 611630 1.87% 0.260%
52 15.080 2219 2226 2233 rVV2 513397 955927 2.93% 0.407%
53 15.186 2233 2244 2249 rVV3 693465 1902292 5.83% 0.810%
54 15.227 2249 2251 2257 rVW 349562 558146 1.71% 0.238%
55 15.304 2257 2264 2274 rVB2 569774 1367566 4.19% 0.582%
56 15.498 2289 2297 2310 rVB 5487552 10247900 31.39% 4.364%
57 15.609 2310 2316 2321 rVV2 178179 350706 1.07% 0.149%
58 15.798 2341 2348 2356 rBV 221787 421879 1.29% 0.180%
59 15.980 2367 2379 2389 rBV2 129029 400448 1.23% 0.171%
60 16.609 2478 2486 2500 rVB 806406 1816351 5.56% 0.774%

Sum of corrected areas: 234809592
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42922\

: VNO72281.D
: 29 Apr 2022 19:46

JC\MD

: N2617-01
: 5.0mL/MSVOA_N/WATER
. 23

Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2e+07

1.5e+07
le+07

5000000

0
Time--> 2

Abundance
2e+07

1.5e+07
le+07

5000000

3.134 3516

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042622W.M

TIC: VNO72281.D\data.ms

5.622

5.087 6.466.610

L L L L B L L L L L L L L B L L B

.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: VNO072281.D\data.ms

11.8

8.963 11.73

%7

0
Time-->

Abundance
2e+07

1.5e+07

le+07

5000000

Time-->

82N042622W.M

I
7.00 8.00 8.50

13.863

1.945

1 .043.215

12.274
12.574
/\12.727

8.01% %75 8438839

9.969
R
10.00

ragims

T
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TIC: VNO72281.D\data.ms

13.693-868
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14.927
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Mon May 02 14:58:58 2022

14.210
43
13833 14, "
28%57 184 :
T ‘ T T T ‘ T

13.50

214,p33,14.80
498 61512|608 55889188904 |15 60857985980 16.609
T T T T T ‘ T T T T ‘ T T T T ‘ T

f T
14.00 14.50 15.00 15.50 16.00 16.50

Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Butane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.134  49.11 ug/1 1973670  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 58
2 3-Buten-1-o0l 72 C4H80 000627-27-0 33
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 22
4 Butane, 2-chloro-3-methyl- 106 C5H11C1 000631-65-2 17
5 Pentane 72 C5H12 000109-66-0 9
Abundance Scan 195 (3.134 min): VN072281.D\data.ms (-184) (-) m/z 41.10 100.00%
41.1
57.1
5000
H‘mwm,mwm‘
72.1 2.80 3.00 3.20 3.40
O e et AUl m/z 43.10 90.78%
miz-> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘
29.0 2.80 3.00 3.20 3.40
m/z 42.10 76.39%

wo ||| o
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #750: 3-Buten-1-ol
42.0
31.0

2.80 3.00 3.20 3.40

5000 m/z 57.10 70.19%
1.0 \m 1i \\\:57‘0 30
O e e
miz-> 0 10 20 30 40 50 60 70 80
Abundance #209: 1-Propene, 2-methyl- R RaaaREE
41.0 2.80 3.00 3.20 3.40

m/z 39.10 40.75%

5000 56.0
27.0
20 20 U
0 m‘}m_mw _m‘MHMMHH‘HH_

m/z--> 0 40 50 60 70 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2 Pentane, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.622 19.50 ug/1 783836  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
4 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 56
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
Abundance Scan 618 (5.622 min): VN072281.D\data.ms (-604) (-) m/z 57.05 100.00%
57.0
41.1
5000
Raman e
‘ 711 861 5.20 5.40 5.60 5.80 6.00
Ol T m/z S6.1e  85.22%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000 ‘HH’HH‘HH‘HH’H/J\
2700 5.20 5.40 5.60 5.80 6.00
m/z 41.10 68.64%
o ol T s
0 \H‘\H\‘HH‘\\}\‘\\Hi\H\‘\‘H\‘HH‘\H\‘H}\‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
5.20 5.40 5.60 5.80 6.00
5000 41.0 m/z 43.10 22.58%
71.0
0 27P | \‘ I ‘ | \“ 85.0 113'0
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0 5.20 5.40 5.60 5.80 6.00
43.0 m/z 39.10 19.41%
5000
20.0 85.0
15.0
0 10 ‘ | ‘\ ‘ I My 7\10 4 1000
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Cyclopentane, methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.145 113.65 ug/l 4567680  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclobutane 56 C4H8 000287-23-0 53
5 Cyclohexane 84 C6H12 000110-82-7 50
Abundance Scan 877 (7.145 min): VN072281.D\data.ms (-866) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.0 /\
R ARREEaREE o
‘ ‘ ‘ 84.0 6.80 7.00 7.20 7.40
Lt — u_muw_!w‘ m/z 41.18  52.94%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L R R B B R I
6.80 7.00 7.20 7.40
m/z 69.05 45.78%
28.0 “ ‘ 840
O \\\‘\\\\‘]\-?\.(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0
27.0
6.80 7.00 7.20 7.40
5000 m/z 39.05 26.78%
42.0
A
0 \\\‘\\\\‘\\H‘Hupul‘wuw‘;‘\‘HH‘HH‘\!H‘H
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0 6.80 7.00 7.20 7.40
m/z 55.10  25.19%
41.0
5000
27.0
69.0
NENET L O | -
m/z--> 0O 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Cyclopentane, 1,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.575  26.41 ug/l 708197 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 70
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 58
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 49
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 49
5 Cyclohexene 82 C6H10 000110-83-8 35

Abundance Scan 1120 (8.575 min): VN072281.D\data.ms (-1110) (-) m/z 70.10 100.00%

70.1
411 56.0
5000
83.1
‘ il ‘ ‘ 98.2 8.20 8.40 8.60 8.80
] S _H:HMU‘M sl L mz se.es  75.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
41.0
5000
27.0 8.20 8.40 8.60 8.80
83.0 m/z 55.05  73.62%
150 ‘ ‘ 98.0
O\\‘\\‘\\‘\\\H‘\\\\l\‘\\\“\M\\‘\‘\‘\H ‘\\\‘\“w\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
6o 700 /\/\
41.0 AN e
8.20 8.40 8.60 8.80
5000 ITI/Z 41.10 72.39%
27.0 83.0
150 ‘ ‘ 98.0
0“‘“‘“”M‘H‘lﬁ‘qdhk"”‘M‘Hw‘u‘_“w‘u‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 8.20 8.40 8.60 8.80
4L.0 m/z 67.10  59.90%
5000
27.0
15.0 =0 80
m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Cyclopentane, 1,3-dimethyl-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.639 21.54 ug/l 577725 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 64
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 58
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 50
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 49
5 Isopropylcyclobutane 98 C7H14 000872-56-0 47

Abundance Scan 1131 (8.639 min): VNO72281[Ndmarns(1126)() m/z 70.10 100.00%
581 70.

83.1
5000 41.1

98.2
8.40 8.60 8.80 9.00

e e e e m/z 55.18  99.42%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
568.0
41.0 70.0

5000 AR A A S e
27.0 8.40 8.60 8.80 9.00

83.0 m/z 56.10 61.53%

L) L
\\\1‘.9\\‘1\4\)-\0\‘\\{!‘\\\\}\‘\\\“\H ‘\‘\\\w ‘\\\\‘}\\\‘\\\‘1‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0

R RARRRRER AR S
410 8.40 8.60 8.80 9.00

o

o

5000 m/z 83.10 51.70%
270 83.0
‘ ‘ 98.0
0 H“H‘w‘m“u‘w‘ullm‘qw‘“Hﬂxhuwm“w‘u‘_“
miz--> 0 10 20 30 40 50 60 70 80 90 100 /\
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans- e e e
410 56.0 70.0 8.40 8.60 8.80 9.00
' m/z 41.10 45.72%
5000
27.0
83.0
‘ ‘ 98.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Cyclobutane, (1-methylethyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.969 15.01 ug/1 402467  1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 90
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 80
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78
5 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 72

Abundance Scan 1357 (9.969 min): VN072281.D\data.ms (-1350) (-) m/z 81.10 100.00%
81.1

5000
96.1
391 531 671 ‘ “ 10.00
oH_HwHH,w“m‘M‘“‘H,m_H“‘me_‘1}?‘9” m/z 96.10  26.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 T /\\ ‘ T \/\
10.00
‘ 530 670 96.0 m/z 79.05 24.58%
O\\‘\\\\‘\\\\’\\\}i‘\\\\“\‘\‘\\’\\‘\‘\‘\\\‘\“\‘\\\‘\f‘!\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3227: 2,4-Heptadiene, (E,E)-
81.0 A
b N e d
10.00
5000 ITI/Z 39.10 16.01%
41.0 96.0
27.0 53.0 670
O et e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3270: Cyclopentene, 4,4-dimethyl- N
81.0 10.00
m/z 67.10 14.79%
5000
270 ‘ 53.0 96.0
67.0 ‘
0 150 w‘ \\‘H uly \‘\ | ALY

m/z--> 10 20 30 40 50 60 70 80 90 100 110 10.00

82NO42622W.M Mon May 02 14:59:02 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.980 33.69 ug/l 8182450 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1869 (12.980 min): VN072281.D\data.ms (-1863) (-  m/z 105.10 100.00%
105.1
5000
120.1
77.1
391 631 | 91"1 13.00
Ol bt m/z 120010 28.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 M /\‘
120.0 13.00
m/z 77.10 13.18%
39.0 63.0 77.0 91.0
0 H‘H\\‘H\.\‘H\\“‘H\\i‘{‘\\i“\‘\.‘u‘H\‘H‘HH“MH‘\‘11\‘\\‘\\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
13.00
5000 m/z 91.10 10.56%
120.0
77.0 91.0
o180, 0 L 080 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 j\J
Abundance #10728: Benzene, 1-ethyl-4-methyl- ey AWSA
105.0 13.00
m/z 79.05 9.52%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00

82N042622W.M Mon May 02 14:59:03 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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, 1l-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.216  38.23 ug/l 9286310 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1909 (13.215 min): VN072281.D\data.ms (-1902) (- m/z 105.10 100.00%
105.1
5000
120.1
77.1 91.
390 631 | 9 | 0 ‘ 13.00 13.50
Obrprrrrprrrtprrerfirep bbb b s m/z 1200100 28.32%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /M /\\ T T T /\
120.0 13.00 13.50
m/z 91.05 13.31%
39.0 77.0 91.0
O\\‘\2\6\\?\\H“‘HHi‘{‘ui?%\"c\)\’\H‘H‘\H\“‘H\\’\‘11\‘\\‘\\“‘\\\\’\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 77.10 13.29%
790 120.0
39.0 65.0 ‘ 92.0
NS A AR G 1 S NS
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 m A /\
Abundance #10695: Mesitylene e
105.0 13.00 13.50
m/z 79.10 10.52%
120.0
5000
39.0 77.0 91.0
0 26,0 L o \(\337'\0 . ‘\\ ‘ 1] \‘\“ AL ‘

A L A A AR A —

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.00 13.50

82NO42622W.M Mon May 02 14:59:04 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Benzene, 1,1'-(1,5-hexadien... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.868 39.36 ug/l 9560470 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53
2 Benzene, (isocyanomethyl)- 117 C8H7N 010340-91-7 50
3 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
4 Indole 117 C8H7N 000120-72-9 49
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 45
Abundance Scan 2020 (13.868 min): VN072281.D\data.ms (-2016) (-  m/z 117.10 100.00%
117.1
5000 PXAJJ\
91.1 (S NSV
39.1 631 ‘ 13.50 14.00
\

el e M m/z 118.10  57.54%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-

o

11y7.0
5000 T T
13.50 14.00
m/z 115.10 33.55%
91.0
0 39.0 650 | “\ 143.0 178.0202.0 234.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9763: Benzene, (isocyanomethyl)-
117.0 \
L
90.0 13.50 14.00
5000 m/z 91.10 17.13%
51.0
o_H‘w“w“l“u;‘_;!wm‘_m‘w‘w_wwww

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #121208: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-
117.0 13.50 14.00

m/z 63.10 9.96%

5000

91.0

0 390 690 "1 | 15001780 238.0
S Y AP SSSVR N =7 e 3 21 BERE— S 2 — AU

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00

82NO42622W.M Mon May 02 14:59:05 2022

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.210  32.79 ug/l 7965050  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95

Abundance Scan 2078 (14.210 min): VN072281.D\data.ms (-2073) (-  m/z 119.10 100.00%

119.1
5000
91.1
39.0 65.1 ‘ 14.00 14.50
Ol bl WL 1481 2072y, 93405 27.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.10  19.97%
65.0 ‘
O \-:L\E)\.‘O\‘\:\g\g""\()\“\‘\ “i‘\\\‘“‘\\‘}\“u“\ \Ml\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
L N
14.00 14.50
5000 ITI/Z 120.10 10.01%
1.
150 390 g5q 910
i P Y ) Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 14.00 14.50
m/z 77.10 9.85%
5000
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N042622W.M Mon May 02 14:59:06 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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, 1l-ethenyl-3-ethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.321 19.13 ug/1 4647420 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 74
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 72
Abundance Scan 2097 (14.321 min): VN072281.D\data.ms (-2092) (-  m/z 117.10 100.00%
1171
5000 WJL \
91.1 ‘ T T T T ‘ T T T
51.1 74 ‘ ‘ 1#4.2 14.00 14.50
0 vy e el mp‘ et JM e m/z 115.10  35.05%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
14.00 14.50
91.0 m/z 132.15 24.77%
51.0 1
Ot ’2\7‘\.9 T “ T \“V n T ‘1‘ \7\4“‘-19‘ T \“\ T ‘H“\ T H‘ T }‘\?‘,\‘3\0‘ T
miz-> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
— —=
14.00 14.50
5000 m/z 91.10 17.54%
91.0
39.0 65.0 1?‘3 0
Y O P O TN |
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl- o e
117.0 14.00 14.50
m/z 119.10 17.34%
5000
300 650 OO ‘ 1330
0 ! Lo ! “ Il H:JT"
T R B e

m/z--> 20 40 60 80 100 120 140 14.00 14.50

82N042622W.M Mon May 02 14:59:06 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN@72281.D

Acqg On : 29 Apr 2022 19:46

Operator JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42622W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.533  20.49 ug/l 4976000 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94

Abundance Scan 2133 (14.533 min): VN072281.D\data.ms (-2126) (-
1

119.10 100.00%

19.1
- J\M JL
91.1
390 65.1 135.2 14.50
bl e T gz 134,200 43.75%
miz--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
14.50
390 m/z 91.10 18.71%
{ 65.0 9%0 135.0
O \\\‘\‘\\\[‘\\“\“\‘“\\\“\\\\“\‘\\‘\‘l\\\‘\’\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
P i
14.50
5000 ITI/Z 120.10 10.25%
91.0
150 390 650 | 135.0
0 “‘“M“W‘wb“ﬂ“J“““W“WW“‘M,““
miz--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 14.50
m/z 77.10 9.68%
5000
91.0
39.0 65.0 135.0
o0 el el I SIVAR
m/z--> 20 40 60 80 100 120 140 14.50

82N042622W.M Mon May 02 14:59:07 2022

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 13 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.574 14.78 ug/1 3588870 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94

Abundance Scan 2140 (14.574 min): VN072281.D\data.ms (-2137) (- m/z 119.10 100.00%
119.1

5000 134.2 JL
91.1 1 T
301 681 | | 14.50
0 e WL myz 134.200 41.69%
m/z--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000
14.50
m/z 91.10 18.00%
39.0 65.0 91.0
0 \1\5\()‘\\\\“‘\ \‘\ T “\‘\ T \“‘ T \‘\ T “}‘\ \‘iw T \“\ T
m/z--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
T
14.50
5000 134.0 m/z 77.18  9.70%
91.0
39.0 65.0
0 ‘¥§?‘M SN TR Y J“‘L“W“H“l“ﬂh“‘
m/z--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- T ‘
119.0 14.50
m/z 120.10 9.63%
134.0
5000
39.0 65.0 91.0
I ‘Mu VI Pt P PR N
miz--> 20 60 80 100 120 140 14.50

82N042622W.M Mon May 02 14:59:08 2022

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 14 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.804 19.06 ug/l 4629800 1,4-Dichlorobenzene-d4 13.668
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-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 91
Abundance Scan 2179 (14.804 min): VN072281.D\data.ms (-2174) (- m/z 117.10 100.00%
117.1
5000
- —
510 91‘-1 ‘ 14.50 15.00
Ok e L 1481 207.0 933,15 34.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 P LA
91.0 14.50 15.00
510 m/z 115.10 28.10%
27.0 ‘ ‘ ‘
0 \\\‘\‘\ T \“i‘\ \‘U\““UHN‘M‘HH\“H‘H\"\‘Ur‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
14.50 15.00
5000 m/z 131.15 19.60%
91.0
51.0
L I | Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0 14.50 15.00
m/z 91.10 14.60%
5000
91.0
390 g50 ‘ ‘
0\\\‘\‘\\\“\\“1‘\“1‘”1““\M\‘“1‘”H,\1“\‘\‘mwm‘\m‘m\ — A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82N042622W.M Mon May 02 14:59:09 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 15 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.927  38.49 ug/l 9350300 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 93
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 90

Abundance Scan 2200 (14.927 min): VNO72281.D\data.ms (-2191) (- m/z 117.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN©72281.D

Acqg On : 29 Apr 2022 19:46
Operator : JC\MD

Sample : N2617-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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|
Butane, 2-methyl- 3.134 49.1 ug/l 19736706 1 8.086 2009590 50.0
Pentane, 3-methyl- 5.622 19.5 wug/l 783836 1 8.086 20095990 50.0
Cyclopentane, m... 7.145 113.7 wug/l 4567680 1 8.086 2009590 50.0
Cyclopentane, 1... 8.575 26.4 wug/l 708197 2  8.963 1341020 50.0
Cyclopentane, 1... 8.639 21.5 wug/l 577725 2 8.963 1341020 50.0
Cyclobutane, (1... 9.969 15.0 ug/l 402467 2  8.963 1341020 50.0
Benzene, 1l-ethy... 12.980 33.7 wug/l 8182450 4 13.668 12145100 50.0
Benzene, 1-ethy... 13.216 38.2 wug/l 9286310 4 13.668 12145100 50.0
Benzene, 1,1'-(... 13.868 39.4 ug/l 9560470 4 13.668 12145100 50.0
Benzene, 4-ethy... 14.210 32.8 wug/l 7965050 4 13.668 12145100 50.0
Benzene, 1l-ethe... 14.321 19.1 ug/l 4647420 4 13.668 12145100 50.0
Benzene, 1,2,3,... 14.533 20.5 ug/l 4976000 4 13.668 12145100 50.0
Benzene, 1,2,4,... 14.574 14.8 wug/l 3588870 4 13.668 12145100 50.0
Benzene, 2-ethe... 14.804 19.1 ug/l 4629800 4 13.668 12145100 50.0
Benzene, 1l-ethe... 14.927 38.5 ug/l 9350300 4 13.668 12145100 50.0
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