LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122121\
Data File : VN©70281.D

Acqg On : 21 Dec 2021 20:57
Operator : JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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@70281.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.143 416 430 453 rVB 276004 627788 13.68% 1.654%
2 3.518 556 570 588 rVB3 31600 74757 1.63% 0.197%
3 4.264 821 848 849 rBV6 35987 76609 1.67% 0.202%
4 5.082 1125 1153 1163 rBV2 152161 517624 11.28% 1.364%
5 5.621 1324 1354 1387 rBV4 250500 877994 19.14%  2.313%
6 6.466 1656 1669 1696 rVB8 17332 55943  1.22% 0.147%
7 7.048 1863 1886 1901 rBv4 31361 90184 1.97% ©0.238%
8 7.147 1902 1923 1948 rVV3 244518 703892 15.34%  1.854%
9 7.332 1975 1992 2022 rVB5 13888 50522 1.10% 0.133%
10 8.021 2227 2249 2260 rBV 590022 1434017 31.26% 3.778%
11 8.086 2261 2273 2293 rVV2 1178041 2759780 60.15% 7.270%
12 8.174 2294 2306 2329 rVB3 113332 303397 6.61% 0.799%
13 8.295 2334 2351 2365 rBv4 39547 92084 2.01% 0.243%
14  8.440 2384 2405 2430 rBV 775997 1901796 41.45% 5.010%
15 8.574 2442 2455 2458 rBV7 65311 106535 2.32% 0.281%
16 8.968 2583 2602 2628 rBV 1664642 3524073 76.81% 9.284%
17  9.429 2754 2774 2775 rBV5 81890 135753 2.96% 0.358%
18 9.636 2826 2851 2867 rVB5 51129 138977 3.03% 0.366%
19 9.880 2932 2942 2962 rVB2 85313 174306 3.80% 0.459%
20 9.974 2962 2977 2980 rBv4 40046 60329 1.31% 0.159%
21 10.014 2981 2992 3009 rVB3 166341 346097 7.54% 0.912%
22 10.199 3046 3061 3092 rBV2 104228 295360 6.44% 0.778%
23 10.330 3095 3110 3134 rBV3 83103 192631 4.20% 0.507%
24 10.440 3134 3151 3169 rBV 2461801 4587994 100.00% 12.087%
25 10.859 3296 3307 3326 rVB5 53828 119473 2.60% 0.315%
26 10.947 3326 3340 3359 rVB3 39263 84857 1.85% 0.224%
27 11.092 3369 3394 3403 rBV2 100467 209961 4.58% 0.553%
28 11.492 3535 3543 3562 rVB3 29490 50845 1.11% 0.134%

29 11.744 3619 3637 3661 rBV 2186385 4006577 87.33% 10.555%
30 11.843 3661 3674 3695 rVW 494197 913719 19.92%

N
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31 11.953 3698 3715 3740 rVB2 164570 357371 7
32 12.280 3824 3837 3854 rVB3 48214 86947 1
33 12.578 3934 3948 3962 rBV 141090 236733 5.16%
34 12.731 3987 4005 4030 rBV 1549200 2751445 59.
35 12.921 4060 4076 4092 rVB 393996 681258 14.85%
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36 13.015 4102 4111 4119 rBV 46303 72606 1.58%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122121\
Data File : VN©70281.D

Acqg On : 21 Dec 2021 20:57
Operator : JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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 13.055 4120 4126 4141 rVB2 43106 73389 1.60% ©.193%
38 13.219 4171 4187 4202 rBV 128620 226353 4.93% 0.596%
39 13.366 4230 4242 4259 rVB 142585 241807 5.27% 0.637%
40 13.498 4273 4291 4307 rBV4 71446 173352 3.78% 0.457%
41 13.675 4340 4357 4381 rBV 1564105 2973976 64.82% 7.835%
42 13.839 4403 4418 4425 rBV 554103 921644 20.09% 2.428%
43 13.876 4426 4432 4441 rW 452530 717809 15.65% 1.891%
44 13.919 4442 4448 4467 rVV5 189919 350821 7.65% ©.924%
45 14.002 4468 4479 4492 rVW2 92306 148955 3.25% ©.392%
46 14.131 4517 4527 4544 rBV7 25480 56518 1.23% 0.149%
47 14.217 4544 4559 4572 rBV 832837 1361579 29.68% 3.587%
48 14.278 4573 4582 4589 rVV2 72484 119417 2.60% ©.315%
49 14.327 4589 4600 4615 rVB3 281273 502150 10.94% 1.323%
50 14.539 4660 4679 4690 rBV 344061 584449 12.74% 1.540%
51 14.809 4768 4780 4791 rBV 167426 277314 6.04% 0.731%
52 14.930 4809 4825 4837 rBV4 52211 110275 2.40% 0.291%
53 14.994 4837 4849 4863 rVB4 25020 53647 1.17% 0.141%
54 15.083 4870 4882 4896 rBV5 39349 69776 1.52% 0.184%
55 15.193 4903 4923 4934 rBV7 46847 105472 2.30% ©.278%
56 15.308 4950 4966 4985 rVB5 52469 126854 2.76% ©.334%
57 15.504 5027 5039 5054 rVB3 32574 63547 1.39% 0.167%
Sum of corrected areas: 37959338
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122121\
Data File : VN©70281.D

Acqg On : 21 Dec 2021 20:57
Operator : JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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: VN070281.D\data.ms
2000000
1500000
1000000
500000
3.143 5.621
5.082
0 3.518 4./% k 6.466
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VN070281.D\data.ms
10.440
11.744
2000000
8.968
1500000
8.086
1000000
8.440
8.0 18
500000 ’
7.147 %% f
174 8.5 9. 9. 0.1A933 092
rol s W BT | Sese L
Time--> 7. 00 7.50 8.00 8.50 9.00 9. 50 10 00 10.50 11.00 11.50
Abundance TIC: VN070281.D\data.ms
2000000
12.731 13.675
1500000
1000000
14.217
gt
500000 12.921 A 32714.539
1.953 12.578 21 14.809
N 12280 T :mér? 8 316\?498 0104?1 [14239831833085 504
0 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 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\VN122121\
Data File : VN©70281.D

Acqg On : 21 Dec 2021 20:57
Operator : JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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 Butane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.143  11.37 ug/1 627788  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 12
5 Butane, 1-isocyano- 83 C5HON 002769-64-4 12
Abundance Scan 430 (3.143 min): VN070281.D\data.ms (-416) (-) m/z 43.00 100.00%
43.0
5000 /\
2803003'20340JL
‘ m‘ 7%'1 206.8 234.¢

et S S m/z 41.00 96.48%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #813: Butane, 2-methyl-
43.0

5000 e e
2.80 3.00 3.20 3.40

15.0 m z 42.00 89.27%

‘ I “ 720
-y
\‘u\\‘uu’uu‘uu‘uu‘uu‘uu‘uu‘uu‘uu‘uu‘uu‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220

Abundance
42.0

2.80 3.00 3.20 3.40

5000 m/z 57.00 66.82%
15.0 72.0
T T e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #809: Pentane R RR e o
43.0 2.80 3.00 3.20 3.40

m/z 38.95 33.32%

5000
72.0
50 ||

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122121\
Data File : VN©70281.D

Acqg On : 21 Dec 2021 20:57
Operator : JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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 Butane, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.082 9.38 ug/l 517624  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Pentane 72 C5H12 000109-66-0 42
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 38
4 1-Pentene 70 C5H1e 000109-67-1 25
5 Pyrrolidine 71 C4HON 000123-75-1 9
Abundance Scan 1153 (5.082 min): VN070281.D\data.ms (-1125) (-) m/z 43.00 100.00%
3.0
- N/VL/
711 o R AammsREs e
55.0 86.0 4.80 5.00 5.20 5.40
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\i1\\‘\‘\‘\\‘\\\\“\\\\‘\\}.\‘\\\ m/z 42.06 89.3900
mi/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl-
43.0
5000 UL L B I A I B
4.80 5.00 5.20 5.40
71.0 m/z 40.95 41.79%
21.0 86.0
150 | 550 '
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance
43.0
P T T
4.80 5.00 5.20 5.40
5000 m/z 71.10 23.05%
27.0 57.0 720
15.0
o
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl- AR L
43.0 4.80 5.00 5.20 5.40
m/z 38.95 21.88%
5000
27.0 71.0
15.0 ‘ 57.0 ‘ J
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122121\
Data File : VN©70281.D

Acqg On : 21 Dec 2021 20:57
Operator : JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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 Cyclopentane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.147 12.75 ug/l 703892  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclohexane 84 C6H12 000110-82-7 72
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclobutane 56 C4H8 000287-23-0 50
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 50

Abundance Scan 1923 (7.147 min): VN070281.D\data.ms (-1902) (-) m/z 56.00 100.00%

56.0
5000

84.0 6.80 7.00 7.20 7.40
el e e 2o m/z 41,00 56.24%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0

5000 R A
6.80 7.00 7.20 7.40

m/z 69.00 41.10%

28.0 84.0
‘W‘”\ww‘“”!“M‘J‘”\‘”‘W‘”\‘”‘W‘”\‘”‘W‘”
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
56.0

840 LN LN B AL B B R I
6.80 7.00 7.20 7.40
5000 m/z 38.95 26.68%
27.0
T e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1659: Cyclobutane, ethyl- RN R ey
56.0 6.80 7.00 7.20 7.40

m/z 54.95 24.76%

5000
27.0
‘H il ‘ 84 0

m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122121\
Data File : VN©70281.D

Acqg On : 21 Dec 2021 20:57
Operator : JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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 Pentane, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.174 5.50 ug/1 303397 Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
2 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 47
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 47
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
5 cis-4,6-Dimethylcyclohexane-1,3-... 140 C8H1202 069841-15-2 37
Abundance Scan 2306 (8.174 min): VN070281.D\data.ms (-2294) (-) m/z 56.00 100.00%
56.0
5000 /\/\/\
T TR
‘ 81.0 7.80 8.00 8.20 8.40
\‘\\\\‘\\H“\”\M’\‘\‘M“‘\‘\\HHH‘HH‘H\\‘\\\\‘\\\\2‘(\)\7?(\: m/Z 43.00 91.2900
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4478: Pentane, 2,3-dimethyl-
56.0
5000 290 L L B B B I
7.80 8.00 8.20 8.40
m/z 57.05 69.17%
85.0
%.\()\\‘\‘\1\\‘i‘\\\“"\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
)
T e
7.80 8.00 8.20 8.40
5000 m/z 41.00 67.89%
84.0
A
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14583: Hexane, 2,2,3-trimethyl- o Al Eamannness e
57.0 7.80 8.00 8.20 8.40
m/z 71.05 39.11%
5000
29.0 ‘ /\/\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122121\
Data File : VN©70281.D

Acqg On : 21 Dec 2021 20:57
Operator : JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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 5 Benzene, 1,2-diethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.839 15.50 ug/l 921644  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 87
Abundance Scan 4418 (13.839 min): VN070281.D\data.ms (-4403) (- | m/z 105.00 100.00%
105.0
5000 134.1
77.0
39.0 ‘ ‘ 13.50 14.00
e BT L L nyz 11905 96.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 e 13.50 14.00
91.0 : .
m/z 134.05 45.90%
39.0 65.0
\\‘\H.\‘\H‘\“HH“‘HHi‘i‘\\‘\’\‘\‘\\‘\H‘H‘HH“”H\‘\‘H\‘H‘i‘{l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
P e
13.50 14.00
5000 134.0 m/z 91.00 27.41%
91.0
0 41.0 65.0
T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\A
Abundance #17034: Benzene, 1,3-diethyl- =1 e
119.0 13.50 14.00
m/z 77.00 18.58%
5000 134.0
39.0 90 j\
- 65.0 ‘
‘wu‘wuﬁw‘ﬂﬂuqbuwmh‘uhhuwwHWNEWHWM‘HMMW‘H ﬁk/>‘ R TAVS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122121\
Data File : VN©70281.D

Acqg On : 21 Dec 2021 20:57
Operator : JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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 6 Benzene, 1,1'-(1,5-hexadien... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.876  12.07 ug/1l 717809 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Indole 117 C8H7N 000120-72-9 46
3 Benzyl nitrile 117 C8H7N 000140-29-4 43
4 4-Ethynylaniline 117 C8H7N 014235-81-5 43
5 5H-1-Pyrindine 117 C8H7N 000270-91-7 43
Abundance Scan 4432 (13.876 min): VN070281.D\data.ms (-4426) (-~ | m/z 117.00 100.00%
117.0
5000 ?
ag.0 630 91"0 13.50 14.00
\\\‘H\%‘.\\“\\““\‘H‘\‘\\‘\\‘\H1‘\\H‘\\H‘\\H‘\\H‘\\\\‘\\\\‘\ m/z 118.06 55.4800
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000 — b A
13.50 14.00
m/z 115.00 32.43%
91.0
39.0 65.0 “\ 143.0 178.0203.0 234.0
\\\‘H\\‘\H\‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0 M\
— P
13.50 14.00
5000 90.0 ITI/Z 91.00 13.38%
63.0
38.0
A R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 f\ﬁ
Abundance #9745: Benzyl nitrile =1 —
117.0 13.50 14.00
m/z 116.00 8.77%
5000
90.0
63.0 ‘
. 4 VRN S RN LWL VIS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122121\
Data File : VN@70281.D

Acqg On : 21 Dec 2021 20:57

Operator JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, 4-ethyl-1,2-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.217  22.89 ug/l 1361580 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 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 4559 (14.217 min): VN070281.D\data.ms (-4544) (- | m/z 119.10 100.00%
119.1
5000
8.0 14.00 14.50
39.0 65.0 : :
0 "w‘J"mum“‘H“wu‘u‘“,“MW_WWZ‘Q?‘? m/z 134.00  29.15%
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 91.08  17.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
= =
14.00 14.50
5000 m/z 120.10 9.70%
91.0
150 390 030
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 \AAJ\ /kﬂ
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- e P
119.0 14.00 14.50
m/z 105.00 9.67%
5000
91.0
39.0 65.0 ‘
‘1‘5“um“u“H"m“‘m“H‘H‘,mWm_m_m_m
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\VN122121\
Data File : VN@70281.D

Acqg On : 21 Dec 2021 20:57

Operator JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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 8 Benzene, 1-methyl-2-(2-prop... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.327 8.44 ug/1 502150 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-4-(2-propenyl)- 132 C1@H12 003333-13-9 72
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 72
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 72
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 68

Abundance Scan 4600 (14.327 min): VN070281.D\data.ms (-4589) (- | m/z 117.00 100.00%
117.0
5000 A
950 ‘ 14‘06 i4‘5d |
39.0 65.0 : :
S N ‘ et 1479 20700 h7 115,00 33.89%
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 132.00  25.18%
39.0 65.0 ‘ ‘ ‘
\\\‘\‘\\\“\\“\‘\“U\\\‘H‘\\‘{\“}‘\\U‘\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
\ ‘ T T ‘ T
14.00 14.50
5000 m/z 119.00 22.07%
91.0
51.0
27.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 14.00 14.50
m/z 91.e0 17.10%
5000
0 91.0
51.
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\VN122121\
Data File : VN@70281.D

Acqg On : 21 Dec 2021 20:57

Operator JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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 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, 1,2,4,5-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.539 9.83 ug/l 584449 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 93

Abundance Scan 4679 (14.539 min): VN070281.D\data.ms (-4660) (- | m/z 119.10 100.00%
119.1
5000
91.0
39.0 @49 14.50
e b L 11481 2069y s 134,05 43.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 —r :
14.50
91.0 m/z 91.00 16.29%
39.0 50
%I-\!:_)\.‘O\‘\\\“\\“\‘\“\“\\\““\\\\“\‘\\wl\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
L \
14.50
5000 m/z 133.05 9.33%
91.0
41.0 63.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 Amﬁﬂﬂvg
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- A am
119.0 14.50
m/z 120.10 9.29%
5000
410 91.0 AM
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122121\
Data File : VN©70281.D

Acqg On : 21 Dec 2021 20:57
Operator : JC/MD

Sample : M5039-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 26 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|
Butane, 2-methyl- 3.143 11.4 ug/l 627788 1 8.086 2759780 50.0
Butane, 2,3-dim... 5.082 9.4 ug/l 517624 1 8.086 2759780 50.0
Cyclopentane, m... 7.147 12.8 wug/l 703892 1 8.086 2759780 50.0
Pentane, 2,3-di... 8.174 5.5 ug/l 303397 1 8.086 2759780 50.0
Benzene, 1,2-di... 13.839 15.5 ug/l 921644 4 13.675 2973980 50.0
Benzene, 1,1'-(... 13.876 12.1 ug/l 717809 4 13.675 2973980 50.0
Benzene, 4-ethy... 14.217 22.9 wug/l 1361580 4 13.675 2973980 50.0
Benzene, 1-meth... 14.327 8.4 ug/l 502150 4 13.675 2973980 50.0
Benzene, 1,2,4,... 14.539 9.8 ug/l 584449 4 13.675 2973980 50.0
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