LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 16 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\82N120221W.M

Title : SW846 8260

Signal : TIC: VN@69918.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.993 724 747 769 rBV 329456 903337 1.19% 0.189%
2 5.374 1238 1262 1303 rVB2 799962 2786480 3.66% 0.582%
3 5.618 1325 1353 1393 rVB2 1464362 5147605 6.75% 1.076%
4 6.468 1642 1670 1699 rBV4 666758 2165352 2.84% 0.452%
5 6.608 1701 1722 1741 rVV2 385659 1183817 1.55% 0.247%
6 6.903 1813 1832 1865 rVB3 371095 1089835 1.43% 0.228%
7 7.147 1899 1923 1942 rBV2 1906036 5616032 7.37% 1.174%
8 7.844 2168 2183 2204 rVB 796225 1941903 2.55% 0.406%
9 8.021 2227 2249 2260 rBV 990699 2458350 3.23% 0.514%
10 8.088 2261 2274 2293 rVV3 2464492 6293837 8.26% 1.315%
11  8.177 2297 2307 2332 rVB4 463412 1210138 1.59% 0.253%
12 8.461 2386 2413 2441 rBV2 31431650 76209620 100.00% 15.925%
13 8.590 2448 2461 2473 rBV2 944073 2204570 2.89% 0.461%
14 8.968 2581 2602 2630 rBV3 3971717 9775884 12.83% 2.043%
15 9.244 2697 2705 2724 rVB 604041 1210459 1.59% 0.253%
16 9.459 2751 2785 2801 rBV2 1255515 3976085 5.22% 0.831%
17 9.802 2898 2913 2917 rBV3 491034 871859 1.14% 0.182%
18 9.883 2934 2943 2960 rVB 485807 957643 1.26% 0.200%
19 9.971 2961 2976 2986 rBV 1810487 3549375 4.66% 0.742%
20 10.202 3047 3062 3091 rBV4 437970 1243660 1.63%  0.260%
21 10.322 3092 3107 3120 rBV 1319414 2457521 3.22% 0.514%
22 10.440 3135 3151 3166 rBV 4707995 8959812 11.76% 1.872%
23 10.636 3207 3224 3237 rVB6 399987 832671 1.09% 0.174%
24 10.859 3293 3307 3327 rVV5 860899 1875295 2.46% 0.392%
25 11.130 3396 3408 3420 rBV 940265 1557669 2.04% 0.325%
26 11.744 3621 3637 3650 rBV 5109090 9306677 12.21% 1.945%
27 11.843 3662 3674 3696 rVB 4603252 8160763 10.71% 1.705%
28 11.953 3700 3715 3740 rVB 1292903 2676156 3.51% ©.559%
29 12.090 3755 3766 3789 rVB3 461632 896849 1.18% 0.187%

30 12.578 3933 3948 3965 rBV 11124199 18401589 24.15% 3.845%

31 12.731 3990 4005 4028 rVB 4167712 7417721 9.73%  1.550%
32 12.919 4060 4075 4092 rBV2 29544227 50350317 66.07% 10.521%
33 13.058 4119 4127 4142 rVB 705477 1190697 1.56% 0.249%
34 13.219 4173 4187 4208 rBV 1922958 3290305 4.32% 0.688%
35 13.366 4230 4242 4258 rVB 1208925 2093256 2.75% ©.437%

36 13.495 4272 4290 4305 rBV3 1773799 4248039 5.57% ©0.888%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 16 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\82N120221W.M
Title : SW846 8260

37 13.672 4342 4356 4384 rBV2 4882096 10747119 14.10%  2.246%
38 13.838 4403 4418 4422 rBV 10830078 15769702 20.69%  3.295%
39 13.876 4423 4432 4444 rVB2 39759407 63956292 83.92% 13.365%
40 14.002 4468 4479 4492 rVB 1787137 2804370 3.68% ©.586%

41 14.131 4516 4527 4544 rBV2 398079 813703 1.07% ©.170%
42 14.217 4544 4559 4572 rBV 19907102 31439430 41.25% 6.570%
43 14.278 4572 4582 4589 rVV 2690282 4367510 5.73% ©.913%
44 14.327 4589 4600 4617 rVB2 10426618 17880282 23.46% 3.736%
45 14.538 4661 4679 4690 rBV 8996630 14686390 19.27%  3.069%

46 14.809 4767 4780 4792 rBV 7887357 12694468 16.66% 2.653%
47 14.930 4806 4825 4838 rBV3 10840576 22420232 29.42%  4.685%
48 14.986 4839 4846 4863 rVB4 658758 1361378 1.79%  0.284%

49 15.083 4870 4882 4898 rBv2 950920 1723153 2.26% 0.360%
50 15.193 4900 4923 4934 rBV6 1504461 3495900 4.59% 0.731%
51 15.308 4951 4966 4987 rVB4 1307711 3146653 4.13% 0.658%
52 15.504 5011 5039 5056 rBV 7006614 13481952 17.69% 2.817%
53 15.804 5135 5151 5170 rBV2 626051 1239567 1.63% 0.259%
54 16.614 5438 5453 5482 rVB 882035 2010012 2.64% 0.420%

Sum of corrected areas: 478549291
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

Abundance TIC: VN069918.D\data.ms
4e+07
3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
le+07

5000000
3.993 5.374 5618 6.468608 6.9

0‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\|HH/T\H\|H\\‘HH‘\H\‘\H\‘HH‘\H\‘H‘r\‘\H\‘HH‘\H\‘HH‘HH‘HH‘\H
2

Time--> .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: VN069918.D\data.ms

4e+07

3.5e+07
8.461
3e+07

2.5e+07
2e+07
1.5e+07

le+07
5000000 8.968 10.440 11m§3

8.590 MM 9459 g angh3’"1030,322| 10.63610.859 11.130
(e — ‘ ‘ — e e e e e S
Time-->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50
Abundance TIC: VN069918.D\data.ms

13.876

4e+07

3.5e+07
36407 12.919

2.5e+07

2e+07 14.217

1.5e+07
12.578 13.838 4307 14.930

teror 14.538 14 80 15500
5000000 12.731 13.672 g
%090 3,089 213 366495 /L .00p, 4 9883808 15804 L6614
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 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Cyclopentane, methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.147 44.62 ug/l 5616030  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclohexane 84 C6H12 000110-82-7 64
5 Cyclobutane 56 C4H8 000287-23-0 53

Abundance Scan 1923 (7.147 min): VN069918.D\data.ms (-1899) (-) m/z 56.00 100.00%

56.0
41.0
5000 69.0

‘ ‘ 84.1 6.80 7.00 7.20 7.40
e ettt el L m/z 41,00 59.01%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 UL R BB B
6.80 7.00 7.20 7.40

m/z 69.00 41.27%

28.0 “ ‘ 84.0
\\\‘\\\\‘]\-\5\0\‘\\\H“\\\\‘\‘\\\“\w \‘\\\‘1i\\\\‘\!\\‘\\\
miz--> 0 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 39.00  28.99%
42.0
‘ 84.0
i
e e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- R RANAAREREEREEEELY
56.0 6.80 7.00 7.20 7.40

m/z 55.00  26.58%

41.0
5000
27.0
69.0
10 180 || | | 840

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\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Benzene, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.919 234.25 ug/1 50350300 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 90
2 Benzeneacetaldehyde 120 C8H80 000122-78-1 87
3 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 76
4 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 59
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 59
Abundance Scan 4075 (12.919 min): VN069918.D\data.ms (-4060) (- | m/z 91.00 100.00%
91.0
5000 120.1
65.0
390 ‘ ‘ 13.00
o‘H_H‘_mw“”m_H“u‘m_wl“‘P‘?‘m m/z 120.10  39.56%
m/z--> 20 100 120 140 160
Abundance #10700.Benzene,propyL
91.0
5000 /\
1300
65.0 120.0 m/z 65.00 21.67%
39.0 ‘
\]_\5\(‘)\\\\“\\“\\“\\\\M‘\\‘!\‘\‘\\\‘\\\\‘\\\\‘\
miz--> 20 40 80 100 120 140 160
Abundance #10659.Benzeneacetddehyde
91.0
1300
5000 m/z 92.00 19.59%
65.0
39.0 ‘ 120.0
““‘M‘«“W‘ﬁh““‘ﬁ‘,“““““‘H‘,‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #10671: Benzaldehyde, 3-methyl-
91.0 1300
m/z 39.00 12.45%
119.0
5000
65.0
S
m/z--> 20 40 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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, 1,4-diethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.839  73.37 ug/1 15769700  1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 81
Abundance Scan 4418 (13.838 min): VN069918.D\data.ms (-4403) (- | m/z 105.00 100.00%
105.0
5000 134.0
77.0
39.0 7 ‘ 13.50 14.00
0b e T8 L 1881 10 05 96, 95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 — J““ :
91.0 13.50 14.00
m/z 134.00 46.38%
4‘1‘.0 65‘.0 “ “
L A | | mm i |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17034: Benzene, 1,3-diethyl-
119.0
13.50 14.00
5000 m/z 91.00  28.31%
390 91.0
0 650 ‘
““‘M‘NL‘W“W"M‘u“yw‘ﬂm“‘h““w“
m/z--> 20 40 60 80 100 120 140 160
Abundance #17032: Benzene, 1,2-diethyl- M/‘\ ‘ P
119.0 13.50 14.00
m/z 77.00 19.28%
5000
91.0
39.0 650
180 T e bl L
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Benzene, (2-bromocyclopropyl)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.876 297.55 ug/1 63956300 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 52
2 trans-Cinnamyl bromide 196 CSH9Br 026146-77-0 47
3 5H-1-Pyrindine 117 C8H7N 000270-91-7 38
4 Indolizine 117 C8H7N 000274-40-8 35
5 Indole 117 C8H7N 000120-72-9 35

Abundance Scan 4432 (13.876 min): VN069918.D\data.ms (-4423) (- | m/z 117.05 100.00%
1171
5000
91.0
39.0 63.0 - VL
‘ “ ‘ ‘ 13.50 14.00
Obereperrober bl gl o 1400 2069 ;118,05  98.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72304: Benzene, (2-bromocyclopropyl)-
117.0
5000 — ——
13.50 14.00
91.0 m/z 115.00 58.99%
390 630
\\\‘\\\\“\\“\\““‘\‘\\\‘\!“\\‘\\\1‘\\\\‘]\-\5\2\(‘);\7\4\‘()\]\.\9?‘\0\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72301: trans-Cinnamyl bromide
117.0
13.50 14.00
5000 m/z 91.00 28.62%
91.0
150 90,830 | 169.0 196.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9738: 5H-1-Pyrindine gj\
117.0 1350 1400
90.0 m/z 63.00 17.54%
5000
390 63.0
"‘_Hu“;””;‘M‘!H"H‘H"Hl“HH_WWHWHWH WY
m/z--> 20 40 60 80 100 120 140 160 180 200 1350 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.217 146.27 ug/1 31439400 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 p-Cymene 134 C1oH14 000099-87-6 95

Abundance Scan 4559 (14.217 min): VN069918.D\data.ms (-4544) (- m/z 119.10 100.00%
119.1
5000 T
o0 14.00 14.50
39.0 65.0 : :
Y S P ‘ Ml gA10 2069 u/; 134,00 29.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.00  18.48%
39.0 65.0 ‘ ‘
\J-\S\.‘O\‘\\\“‘\ \““\‘H‘\\\‘H‘\\‘}\“H“\\Ml\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
14.00 14.50
5000 m/z 120.05 10.20%
91.0
390 650 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene
119.0 14.00 14.50
m/z 77.00 10.15%
5000
91.0
0 e | I ‘
L Lew il m m it | L
R A e e RARR R
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\VN120921\
Data File : VN@69918.D

Acqg On 9 Dec 2021 18:03

Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: 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 6 1-Methyl-2-phenylcyclopropane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.278 20.32 ug/l 4367510  1,4-Dichlorobenzene-d4  13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 clemi2 003145-76-4 95

2 (E)-1-Phenyl-1-butene

132 C1leH12

3 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12

001005-64-7 95
001587-04-8 94

4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 94
5 1-Phenyl-1-butene 132 C1OH12 000824-90-8 94
Abundance Scan 4582 (14.278 min): VN069918.D\data.ms (-4572) (- | m/z 117.60 100.00%
11y7.0
Jk A
91.0 LR VA A
39.0 63.0 ‘ 14.00 14.50
Ol i M 807 132,05 45.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16137: 1-Methyl-2- phenylcyclopropane
117.0
5000 — ——
14.00 14.50
91.0 m/z 115.00  35.85%
51.0 ‘
\\\‘\29\()\“\\\\“}‘76\&\\‘{\“”\\\“\‘\\\"\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #16123: (E)-1-Phenyl-1-butene
e v
P
14.00 14.50
5000 m/z 91.60  19.84%
91.0
51.0
28.0 ‘
“W‘W“M‘J‘q” ‘M“W“ ‘mﬂu““‘_
miz-> 20 40 80 100 120 140 160
Abundance #16167.Benzene,14neﬂwh2{2¢xopenyb— P —
117.0 14.00 14.50
m/z 131.05 15.67%
5000
91.0
39.0 65.0 ‘
S o P A " ”1 NN U OO P8
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\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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-ethenyl-3-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.327 83.19 ug/l 17880300 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 81
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81
Abundance Scan 4600 (14.327 min): VN069918.D\data.ms (-4589) (- | m/z 117.00 100.00%
117.0
K A
91.0 — e
51.0 ‘ Lﬂ‘ 14.00 14.50
bbb M AAOL 20700 /7 115,00 33.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 : M N
14.00 14.50
91.0 m/z 132.05  26.31%
51.0
\\\‘2\7\.9\“\\“i\“w‘\”\“‘\\“\\‘H“\\U‘\N\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
‘ —e
14.00 14.50
5000 m/z 91.00 16.81%
91.0
39.0 65.0 ‘
L0 Y PSR | ) ES——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0 14.00 14.50
m/z 119.10  16.66%
5000
w0 0 1
l Loyl | I | wll
R B R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N120221W.M Wed Dec 15 11:33:28 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.539 68.33 ug/l 14686400 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 4679 (14.538 min): VN069918.D\data.ms (-4661) (- | m/z 119.05 100.00%
119.1
5000
91.0
39.0 @50 14.50
bbbt b W 11481 2071 134,00 46.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
14.50
m/z 91.00 17.60%
39.0 650 91.0
EI-\!:_‘)\.‘()\‘\ T \“‘\\“w\“i"\\\‘”‘ T \‘\\‘m\\m‘"\\\“\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
14.50
5000 m/z 120.05 9.96%
39.0 65.0 91.0
\H‘\‘\\\“‘H“i‘\“i“u\““\\‘\\“1‘”‘1‘,‘\H“\,\m‘mwm‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 14.50
m/z 133.00 9.65%
5000
390 91.0
: 65.0
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\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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, 2-ethenyl-1,4-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.809 59.06 ug/l 12694500 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 96
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91
Abundance Scan 4780 (14.809 min): VN069918.D\data.ms (-4767) (- | m/z 117.00 100.00%
117.0
T ——
51.0 91 0 ‘ ‘ 14.50 15.00
] S J, el 411480 20705135 05 37.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 e LA
91.0 14.50 15.00
51.0 m/z 115.00  27.52%
270 "] ‘
\\\‘\\\\‘\\‘U\““U\\”\’\\\\‘H‘\\\\‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
14.50 15.00
5000 m/z 131.05 20.56%
39.0 g50 910 ‘
H“JH‘MH%‘HW‘JW“w“‘h‘%h“‘u“u“‘u“u“
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 14.23%
5000
390 50 910 ‘
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\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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, 1l-ethenyl-4-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.930 104.31 ug/l 22420200 1,4-Dichlorobenzene-d4 13.672
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 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
Abundance Scan 4825 (14.930 min): VN069918.D\data.ms (-4806) (- | m/z 117.00 100.00%
117.0
5000 /U\
——
51.0 91"0 M ‘ 15.00
Obrrrpede bl e M 1481 1910 /7 132,00 36.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000 T
91.0 15.00
51.0 m/z 115.00  29.20%
270 "] ‘
\\\‘\\\\‘\\‘U\““U\\”\’\\\\‘H‘\\\\‘\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
15.00
5000 m/z 131.00 18.58%
91.0
51.0
2 £ oS SR Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 15.00
m/z 91.00 16.12%
5000
39.0 @50 91 0
i “ Jul
H“‘H‘“H““H,"H‘“‘w“‘w“‘w““_“‘_“‘ p
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\VN120921\
Data File : VN@69918.D

Acqg On : 9 Dec 2021 18:03
Operator : JC/MD

Sample : M4969-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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|
Cyclopentane, m... 7.147 44.6 ug/l 5616030 1 8.088 6293840 50.0
Benzene, propyl- 12.919 234.3 ug/l 50350300 4 13.672 10747100 50.0
Benzene, 1,4-di... 13.839 73.4 ug/l 15769700 4 13.672 10747100 50.0
Benzene, (2-bro... 13.876 297.6 ug/l 63956300 4 13.672 10747100 50.0
Benzene, 2-ethy... 14.217 146.3 ug/l 31439400 4 13.672 10747100 50.0
1-Methyl-2-phen... 14.278 20.3 ug/l 4367510 4 13.672 10747100 50.0
Benzene, 1l-ethe... 14.327 83.2 wug/l 17880300 4 13.672 10747100 50.0
Benzene, 1,2,3,... 14.539 68.3 ug/l 14686400 4 13.672 10747100 50.0
Benzene, 2-ethe... 14.809 59.1 ug/l 12694500 4 13.672 10747100 50.0
Benzene, 1-ethe... 14.930 104.3 ug/l 22420200 4 13.672 10747100 50.0
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