LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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©12521W.M

Title : SW846 8260

Signal : TIC: VN@65630.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.296 162 173 188 rBV 27569 46649 2.00% ©0.203%
2 3.254 456 471 490 rBV 59401 151617 6.50% 0.659%
3 3.782 624 635 651 rVB 15743 37489 1.61% 0.163%
4 7.550 1789 1807 1818 rBV2 130664 332187 14.23%  1.445%
5 7.624 1818 1830 1849 rVB 264792 624268 26.75% 2.715%

6 7.991 1927 1944 1971 rBV3 231269 593596 25.43% 2
7 8.547 2101 2117 2136 rBV 404192 844264 36.17% 3
8 10.058 2572 2587 2596 rBV 643764 1167912 50.04% 5.080%
9 10.122 2596 2607 2633 rVB 1221250 2259592 96.82% 9
10 11.376 2981 2997 3016 rBV 541433 963726 41.29% 4

11 11.482 3017 3030 3047 rVWV 344264 590696 25.31%
12 11.588 3048 3063 3095 rVB 1234634 2333905 100.00% 10.151%

N
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]
R

13 11.916 3150 3165 3186 rBV 803055 1369585 58.68% 5.957%
14 12.219 3248 3259 3270 rBV 39986 65621 2.81% ©.285%
15 12.373 3293 3307 3328 rBV 405713 703109 30.13%  3.058%

16 12.563 3352 3366 3375 rBV 126894 205505  8.81%
17 12.627 3375 3386 3392 rBV 586698 967842 41.47%
18 12.704 3402 3410 3433 rVB 294920 473348 20.28%
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R

19 12.862 3445 3459 3474 rBV 280103 455312 19.51% 980%
20 13.010 3492 3505 3528 rBV 1197089 1903589 81.56% 279%
21 13.141 3532 3546 3555 rBv4 15231 33263 1.43% 145%
22 13.203 3555 3565 3575 rBV 33919 52518 2.25% 228%

23 13.315 3588 3600 3604 rBV 488047 798945 34.23%
24 13.514 3642 3662 3669 rBV 384713 736562 31.56%
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25 13.553 3669 3674 3694 rVv2 195101 358716 15.37% 560%
26 13.643 3694 3702 3710 rVB2 16894 25775 1.10% 0.112%
27 13.707 3711 3722 3732 rBV 60862 96518 4.14% 0.420%
28 13.772 3732 3742 3747 rBV 135374 218900 9.38% ©.952%
29 13.801 3748 3751 3760 rVV 121040 153700 6.59% 0.668%
30 13.858 3760 3769 3779 rVW 207016 312504 13.39%  1.359%

31 13.916 3779 3787 3793 rW 44159 68280 2.93%
32 13.965 3793 3802 3813 rVB2 162149 264110 11.32%
33 14.096 3833 3843 3854 rVB 72503 113613 4.87%
34 14.177 3854 3868 3874 rBV 137821 218881  9.38%
35 14.219 3874 3881 3890 rVV 208630 326374 13.98%
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36 14.264 3890 3895 3902 rVV 34275 51520 2.21%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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©12521W.M
Title : SW846 8260
37 14.302 3902 3907 3920 rVB3 17039 28008 1.20% ©.122%
38 14.402 3922 3938 3943 rBV5 23877 45867 1.97% ©.199%
39 14.444 3943 3951 3961 rW 195317 329827 14.13% 1.434%
40 14.492 3962 3966 3974 rVV3 30950 42996 1.84% 0.187%
41 14.563 3974 3988 4000 rvv3 368887 731980 31.36% 3.184%
42 14.621 4000 4006 4016 rVB6 24145 41220 1.77% 0.179%
43 14.711 4023 4034 4048 rBV 165445 276937 11.87% 1.204%
44 14.820 4048 4068 4074 rBV5 68447 168592 7.22% ©.733%
45 14.926 4088 4101 4113 rVB3 75225 162985 6.98% ©.709%
46 15.100 4135 4155 4165 rBV 191934 354238 15.18% 1.541%
47 15.154 4166 4172 4180 rVB 31609 46113 1.98% 0.201%
48 15.215 4180 4191 4199 rBVe 31077 75782  3.25% ©.330%
49 15.379 4232 4242 4254 rBV 45368 80587 3.45% 0.350%
50 15.540 4277 4292 4294 rBV4 33827 55773 2.39% 0.243%
51 15.575 4296 4303 4319 rVvv2 88202 162507 6.96% ©.707%
52 15.659 4320 4329 4338 rVWW2 13911 23456 1.01% 0.102%
53 15.730 4340 4351 4365 rVB2 24052 49766  2.13% 0.216%
54 15.871 4381 4395 4414 rBV3 56372 117024 5.91% ©.509%
55 16.058 4435 4453 4461 rBV5 22874 53984 2.31% 0.235%
56 16.119 4461 4472 4497 rVB2 59374 134571 5.77% 0.585%
57 16.309 4517 4531 4542 rBV2 39243 90349 3.87% ©.393%
Sum of corrected areas: 22992553
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M1190-04DL 5X
: 5.00mL/MSVOA_N/WATER
. 13

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe12721\

: VNO65630.D
: 27 Jan 2021 15:23

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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800000

600000
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200000

TIC: VN065630.D\data.ms
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TIC: VN065630.D\data.ms
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Time-->

82N012521W.M
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TIC: VN065630.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Ethanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.254 12.14 ug/1 151617 Pentafluorobenzene 7.624

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Formamide 45 CH3NO 000075-12-7 3
Abundance Scan 471 (3.254 min): VN065630.D\data.ms (-456) (-) m/z 45.00 100.00%

45.0
5000

3.00 3.20 3.40 3.60

Olrrrrrrrprrerprre e e e M/Z 46,08 38.77%
miz—-> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #96: Ethano
31.0
45.0
5000 LA B L BN L

3.00 3.20 3.40 3.60
m/z 43.00 19.61%

0 20 180 250 A ‘
\HHH‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘HHHH‘HH‘H
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #98: Dimethyl ether
45.0
29.0

15.0 3.00 3.20 3.40 3.60
5000 ITI z 41.95 7.04%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #92: Methane, nitroso- R
30.0 3.00 3.20 3.40 3.60
45.0 ITI/Z 43.95 2.11%
5000
15.0
o‘HmwHH‘WNM:MWHM: ST 11— e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

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

Peak Number 2 Benzene, 1-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.862  28.49 ug/l 455312  1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3459 (12.862 min): VN065630.D\data.ms (-3445) (-  m/z 104.95 100.00%

105.0
5000
Tl
39.0 77.0 12.50 13.00
Obrr ookt b L3290 2070 515010 30.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\
1250 1300
m/z 77.00 12.15%
77.0
O\1\5\‘0\\\3\9“\0\‘\\“\‘\\\H‘\\‘\\‘H‘\\‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105.0 j\ }\
1250 1300
39.0 77.0 ‘
Yl YR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0 12.50 13.00
m/z 79.00 9.82%
5000
770
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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, cyclopropyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.514 46.10 ug/l 736562  1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 94
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 90
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 76
4 Indane 118 C9H10 000496-11-7 70
5 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 62

Abundance Scan 3662 (13.514 min): VN065630.D\data.ms (-3642) (-  m/z 117.10 100.00%
117.1

5000
91.0
39.0 63.0 77.0 ‘ 1341 13.50
Obrrrerrereshreioe e et L gz 118,10 s4.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8964: Benzene, cyclopropyl-
117.0
5000 I AN
13.50
91.0

‘ m/z 105.00  49.68%

27.0511.065.0
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #8961: Benzene, 2-propenyl-
117.0 K

o

13.50
m/z 115.00 32.75%
5000 91.0
39.0 65.0
0“H‘wu‘mm‘ﬂMHM”$W‘m”_HJUH‘HMH_‘“_‘H_‘H‘H
m/z--> 20 30 40 50 60 70 80 90 100 110120130140
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 13.50
m/z 91.00 20.28%
5000 91.0
T, m KM
Y SR S R S S A oSS ) VL
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.772 13.70 ug/l 218900 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
5 p-Cymene 134 C10H14 000099-87-6 94

Abundance Scan 3742 (13.772 min): VN065630.D\data.ms (-3732) (-  m/z 119.05 100.00%
119.1
5000
1.0 13.50 14.00
39.0 65.0 : :
o) s e ‘ bl 2070 13400 31.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 r A ]\ :
13.50 14.00
m/z 91.e0 17.37%
150 390 650 [
O\\\‘\‘\‘\\\““\\“”\‘H‘\\\‘H‘\\\\‘u‘\\m‘l\\\”\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: o-Cymene
119.0
A~ —
13.50 14.00
5000 m/z 105.00 12.85%
91.0
olts0 MO0 | L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)- T —
119.0 13.50 14.00
m/z 120.10 9.72%
5000
91.0
oliso 4080 |l A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

82N©12521W.M Thu Jan 28 13:08:17 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Indan, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.965 16.53 ug/l 264110 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 81
3 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 76
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 72
5 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 68
Abundance Scan 3802 (13.965 min): VN065630.D\data.ms (-3793) (-  m/z 117.05 100.00%
117.1
5000
1.0 m ‘ 14.00
39.0 65.0 148.0 :
) S P T ‘ bl ol SRR LE8L s 115,00 30.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14031: Indan, 1-methyl-
117.0
5000 T ™ MJ
14.00
m/z 132.00 26.40%
91.0
39.0 65.0 ‘ é
O \\\’\‘\\\“\\“\‘\“H‘\\\“\\‘\\‘\\\ ‘\:!r\\.‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
—r—
14.00
5000 m/z 119.05 25.46%
91.0
51.0
ol 20 0o | L
miz--> 20 40 60 80 100 120 140 160
Abundance #14065: Benzene, (2-methylcyclopropyl)- Y
117.0 14.00
m/z 91.00 17.25%
5000
91.0
o220, 210 730 i
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.444 20.64 ug/l 329827 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Benzene, 1l-ethenyl-4-ethyl- 132 C1OH12 003454-07-7 87
5 Indan, 1-methyl- 132 C10H12 000767-58-8 87
Abundance Scan 3951 (14.444 min): VN065630.D\data.ms (-3943) (-  m/z 117.05 100.00%
1171
5000
39.0 64.0 ‘ ‘ 14.50
o"wH‘J"uhw‘Hw‘HWHU‘,ml‘u“l"fﬂsml_‘“““‘2‘9‘7:9 m/z 132.05  38.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 A‘ T T
14.50
m/z 115.00 26.83%
39.0 g5 910 ‘ ‘
O\\\‘\‘\\\“\\“”\“‘U\\\“\\\\‘\\\U’\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
=
14.50
5000 m/z 131.00 22.24%
91.0
51.0
270" ‘ ‘
S ‘P R I |
m/z--> 20 40 60 80 100 120 140 160 180 200 AA
Abundance #14033: 3-Phenylbut-1-ene ,A ‘ —
117.0 14.50
m/z 91.00 14.23%
5000
91.0
390 g50 ‘ M
Y NN N A 0 A VT O S 'R
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\VN@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.563 45.81 ug/l 731980 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83

Abundance Scan 3988 (14.563 min): VN065630.D\data.ms (-3974) (-  m/z 117.05 100.00%

117.1
5000
91.0

39.0 65.0 m ‘ 14.50
0 H“H‘J_“WH‘J“w‘mu‘f‘wﬂ}4§4‘w“_“%979 m/z 132.05  36.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 AwE
14.50

m/z 115.00  27.50%

390 g5 910 ‘
‘H\“"“\‘“‘”‘\‘UH“\‘Hw‘*““”v““““\HH\HH\HH\HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
o

o

14.50
5000 m/z 119.05 20.44%
NS Y O Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- =y ‘
117.0 14.50

m/z 131.05 18.91%

5000
91.0
51.0
270 ‘
l, \H‘ W ol Ll N

m/z--> 20 40 60 80 100 120 140 160 180 200 14 50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.711 17.33 ug/l 276937 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Indan, epoxide 132 C9H80 000768-22-9 58
3 2-Methylbenzyl cyanide 131 CO9H9N 022364-68-7 47
4 Benzene, 1,1'-(1,2-cyclobutanedi... 208 Cl6H16 007694-30-6 43
5 Phensuximide 189 C11H11NO2 000086-34-0 38

Abundance Scan 4034 (14.711 min): VN065630.D\data.ms (-4023) (-  m/z 104.00 100.00%

104.0
5000 132.0
51.0 78.0 H 14.50 15.00
Ob e bl 2978 sz 132,00 46.76%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14072: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0 J\/w
5000 R A
14.50 15.00

m/z 91.00 45.66%

51.0 78.0
\H\‘HH“‘\\““\‘H‘H”}H’\H\‘ "M“\lh“\“”‘“HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14522: Indan, epoxide
104.0

o

1450 1500
5000 m/z 115.00 17.07%
51.0 78.0 132.0
27.0 | “ I
o‘Hww:wwmw,w‘ S T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14001: 2-Methylbenzyl cyanide

104.0 1450 1500

m/z 117.00  14.51%

5000 131.0
510 77.0 ‘
0 270‘ \‘\ Al H | M Iy
e T L e T e R

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@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 9 Benzene, (1-methyl-1-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.820 10.55 ug/l 168592 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 90
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 89
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 89
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 86

Abundance Scan 4068 (14.820 min): VN065630.D\data.ms (-4048) (- m/z 131.00 100.00%

131.0
5000 J\
91.0 ‘ T T ‘ T T T
51.0 H 14.50 15.00
0 il 2900 myz 133,05 73.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
5000 . SN
14.50 15.00
m/z 91.00 24.92%
270
O’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
— R
14.50 15.00
5000 91.0 m/z 148.00  24.43%
39.0 65.0
SR ot W N
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- ; WA‘ | A‘ A :
\ \
131.0 14.50 15.00
m/z 119.10 23.92%
5000
91.0
39.0 63.0
R a5 A OO 1/ WO
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@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

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

Peak Number 10 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.926 10.20 ug/l 162985 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 81
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 81
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81

Abundance Scan 4101 (14.926 min): VN065630.D\data.ms (-4088) (-  m/z 131.00 100.00%

131.0
5000
91.0 LT
300 643 15.00
o‘_m,mwl‘m‘H‘WMHUMM“5‘5‘9”””?9?9 m/z 133.00  30.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131.0
5000
91.0 15 00
m/z 146.00 23.52%
39.0 63.0
O' \‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
AN, S M. W
15.00
5000 16.47%
39‘.0 63.0 91.0 ‘ ‘
o"“"‘,H‘WMJW“WH“_‘MwmWm_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 15 OO
m/z 115.0 15.17%
5000
39.0 ga0 91.0
Ot e b ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65630.D

Acqg On : 27 Jan 2021 15:23
Operator : JC/MD

Sample : M1190-04DL 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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|
Ethanol 3.254 12.1 ug/l 151617 1 7.624 624268 50.0
Benzene, 1l-ethy... 12.862 28.5 wug/l 455312 4 13.315 798945 50.0
Benzene, cyclop... 13.514 46.1 ug/l 736562 4 13.315 798945 50.0
Benzene, 2-ethy... 13.772 13.7 ug/l 218900 4 13.315 798945 50.0
Indan, 1-methyl- 13.965 16.5 ug/l 264110 4 13.315 798945 50.0
1H-Indene, 2,3-... 14.444 20.6 ug/l 329827 4 13.315 798945 50.0
1H-Indene, 2,3-... 14.563 45.8 ug/l 731980 4 13.315 798945 50.0
Naphthalene, 1,... 14.711 17.3 ug/l 276937 4 13.315 798945 50.0
Benzene, (1-met... 14.820 10.6 ug/l 168592 4 13.315 798945 50.0
Bicyclo[4.2.0]o... 14.926 10.2 ug/l 162985 4 13.315 798945 50.0
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