LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N©32521W.M

Title : SW846 8260

Signal : TIC: VN@66379.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.979 96 108 130 rBV 649664 921778 1.29%  0.256%
2 2.140 147 168 188 rBV 3023359 4464776 6.24% 1.238%
3 2.752 377 396 419 rBV 4811243 9534365 13.33% 2.644%
4 3.082 502 519 551 rVB3 1414790 3678717 5.14% 1.020%
5 3.256 567 584 606 rVB 637222 1330721 1.86% 0.369%
6 3.492 654 672 707 rVB 2985934 6904312 9.65% 1.915%
7 4.329 964 984 1000 rBV3 256584 733923 1.03% 0.204%
8 4.428 1002 1021 1032 rBV2 394016 1231222 1.72% 0.341%
9 4.712 1099 1127 1177 rVB 3945273 13409983 18.75% 3.719%
10 4.937 1187 1211 1248 rVB5 360717 1317629 1.84% 0.365%
11 5.820 1523 1540 1566 rVB 403363 1233476 1.72% 0.342%
12 5.959 1570 1592 1612 rBV3 241478 758914 1.06% 0.210%
13  6.268 1685 1707 1742 rVB3 297865 906683  1.27%  0.251%
14  6.525 1777 1803 1824 rBV2 1327476 4112562 5.75% 1.141%
15 7.298 2075 2091 2116 rVB2 512466 1335653 1.87% 0.370%
16 7.507 2141 2169 2177 rBV2 329389 811512 1.13% 0.225%
17  7.574 2179 2194 2214 rVV4 1171653 3413465 4.77% 0.947%
18 7.960 2313 2338 2364 rBV 9860818 24156321 33.77% 6.700%
19 8.081 2366 2383 2395 rBVS5 424803 1287691 1.80% 0.357%
20 8.510 2518 2543 2571 rBV3 1153887 2836468 3.97% 0.787%
21  9.009 2695 2729 2745 rBv4 391802 1189670 1.66% ©0.330%
22 9.550 2914 2931 2938 rBV 470273 905777 1.27% 0.251%
23 10.028 3093 3109 3119 rBV 1541341 2924870 4.09% 0.811%

24 10.092 3119 3133 3166 rVB 12937961 25128057 35.13% 6.970%
25 11.350 3585 3602 3622 rBV 1211496 2230725 3.12% ©0.619%

26 11.455 3624 3641 3662 rVV 16509022 28704737 40.13% 7.962%
27 11.565 3663 3682 3713 rVV 35034207 71537137 100.00% 19.842%
28 11.889 3786 3803 3834 rBV 15812198 26763107 37.41% 7.423%

29 12.192 3902 3916 3929 rBV 1167329 1853984  2.59% 0.514%
30 12.345 3957 3973 4005 rBV 947791 1707998 2.39% 0.474%
31 12.535 4029 4044 4055 rBV 1995231 3167577 4.43% 0.879%
32 12.600 4055 4068 4073 rVV 3182980 4987091 6.97%  1.383%
33 12.632 4073 4080 4089 rVV 4783421 7545981 10.55%  2.093%
34 12.678 4089 4097 4121 rVB 3505508 5420165 7.58% 1.503%
35 12.833 4140 4155 4179 rBV 3959792 6425412  8.98% 1.782%

36 12.983 4195 4211 4242 rBV 20001438 32879729 45.96% 9.120%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N©32521W.M
Title : SW846 8260
37 13.316 4312 4335 4356 rBV 8220632 14795294 20.68% 4.104%
38 13.485 4375 4398 4409 rBV 8020899 13817090 19.31%  3.832%
39 13.678 4456 4470 4483 rVB2 470373 948843 1.33% 0.263%
40 13.745 4484 4495 4501 rBV 787176 1212028 1.69% 0.336%
41 13.831 4516 4527 4539 rBV 1305503 1982833 2.77% ©.550%
42 13.935 4556 4566 4583 rVB2 1279681 2099137 2.93% 0.582%
43 14.153 4634 4647 4653 rBV 846344 1317227 1.84% 0.365%
44 14.190 4653 4661 4673 rVB 1136245 1753762  2.45% 0.486%
45 14.418 4734 4746 4759 rBV 945762 1518211 2.12% 0.421%
46 14.534 4773 4789 4804 rBV3 2082129 3902567 5.46% 1.082%
47 15.067 4974 4988 5016 rBV 4109059 7321768 10.23% 2.031%
48 16.078 5352 5365 5394 rVB 635302 1334298 1.87% 0.370%
49 16.266 5421 5435 5459 rVB 356260 787231 1.10% 0.218%

Sum of corrected areas: 360542477
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

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

Abun d5 Oe TIC: VN066379.D\data.ms

3e+07
2.5e+07
2e+07
1.5e+07
1le+07

2.752
5000000 2.140 3.492 4,712

1.979 A 3'08?3.256A/\ 4.3092 4.937 5820959 6.268

L L L L I L L L L L L L L I Y L L L L I B

Time--> 1.80 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

Abundance TIC: VN066379.D\data.ms
3.5e+07 11 F65

6.525

o

3e+07
2.5e+07

2e+07
11.455

1.5e+07 10.092

7.960

1le+07
5000000 L
8.510 10.0 11.35
72987 9009 9550
50

— \ = ‘ T
Time--> 7.00 7. 50 8.0 8 9 00 9 50 10.00 10.50 11.00 11.50

Abundance
u3_5e+07 TIC: VN066379.D\data.ms

3e+07

2.5e+07

2e+07 12.983

11.889
1.5e+07

1e+07 13.311%.485

5000000 2112 0324.833 15.067
12. 192 3415 P %; 1ng 3935111415%014 2}4 P34 A 16.0786.266
0

Time--> 12.00 12 50 13 00 13 50 14 00 14 50 15.00 15.50 16.00 16.50

82N032521W.M Tue Mar 30 18:20:59 2021 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Butane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.140 65.40 ug/l 4464780  Pentafluorobenzene 7.585

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 72
2 Isopropylsulfonyl chloride 142 C3H7C1l02S 010147-37-2 9
3 Isobutane 58 C4H1e 000075-28-5 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4

Abundance Scan 168 (2.140 min): VN066379.D\data.ms (-147) (-) m/z 43.00 100.00%

5000
R e R EE R
“ ‘ 1.80 2.00 2.20 2.40
0ot L8 33232090 wyz a1.00  35.46%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #232: Butane
43.0
5000 [T [T T T[T T[Ty
1.80 2.00 2.20 2.40
m/z 38.95 17.09%
150 |
O \‘\\\‘\‘\‘\\\‘i}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #19275: Isopropylsulfonyl chloride
43.0
R e e R
1.80 2.00 2.20 2.40
5000 m/z 58.00 13.56%
ol 150, | 830
e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #236: Isobutane e RARAE
43.0 1.80 2.00 2.20 2.40
m/z 42.00 13.32%
5000
15.0‘ ‘
ot e P
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.752 139.66 ug/l 9534370  Pentafluorobenzene 7.585

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36

4 Oxirane, trimethyl- 86 C5H100 005076-19-7 36
5 Azetidine 57 C3H7N 000503-29-7 9

Abundance Scan 396 (2 752 min): VN066379.D\data.ms (-377) (-) m/z 43.00 100.00%

4<

5000
SRR S G——" A -
‘721 2.40 2.60 2.80 3.00
Ol b 228 22D m/z 41.00 90.47%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43.0
5000 \‘HH‘HH‘HH,M

2.40 2.60 2.80 3.00
m/z 42.00 86.63%

\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #654: 3-Buten-1-ol
42.0

-

2.40 2.60 2.80 3.00

5000 ITI z 57 .00 68.52%
72.0
0150m4,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane R RRas e RmmaaaLY
43.0 2.40 2.60 2.80 3.00

m/z 38.95 31.57%

5000
‘ ‘ ‘ 72.0 A/\¥/
0L 15.0 ] \

m/z--> 20 40 60 80 100 120 140 160 180 200 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11

Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@32521W.M
: 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 Pentane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.082 53.89 ug/l 3678720  Pentafluorobenzene 7.585
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Oxirane, ethyl- 72 C4H80 000106-88-7 43
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 28
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 17
5 Butane, 2-methyl- 72 C5H12 000078-78-4 12
Abundance Scan 519 (3.082 min): VN066379.D\data.ms (-502) (-) m/z 43.00 100.00%
43.0
5000
RAREREEEEEEEE R
“ 72.0 2.80 3.00 3.20 3.40
Ot 2189 2070 np 42,00 63.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
43.0
5000 \H‘HH,M
2.80 3.00 3.20 3.40
m/z 41.00 57.77%
72.0
O\_:L\S\.‘()\“}‘\\“i}\\‘H“\\!\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #672: Oxirane, ethyl-
41.0
2.80 3.00 3.20 3.40
5000 m/z 39.00 24.79%
71.0
15.0 M
] T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0 2.80 3.00 3.20 3.40
m/z 55.00 22.08%
71.0
5000
Jsol 1) | e
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 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©32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 2-Pentene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.256  19.49 ug/l 1330720 Pentafluorobenzene 7.585

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H1e0 000646-04-8 94
2 2-Methyl-1-butene 70 C5H1e 000563-46-2 91
3 2-Pentene 70 C5H1e 000109-68-2 91
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e0 000930-18-7 90
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
Abundance Scan 584 (3.256 min): VN066379.D\data.ms (-567) (-) m/z 55.00 100.00%
58.
5000
R A RRmmEE R
3.00 3.20 3.40 3.60
Ob el 9111329 2069 ./ 7g.00  40.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #562: 2-Pentene, (E)-
55.0
5000 LB L L I N L
3.00 3.20 3.40 3.60
20.0 m/z 42.00 32.56%
O\\\‘\‘\‘H\\‘ ‘\\H}‘w‘\‘\H\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #563: 2-Methyl-1-butene
55.0
A RRmmam s
3.00 3.20 3.40 3.60
5000 m/z 39.00 31.15%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #554: 2-Pentene
55.0 3.00 3.20 3.40 3.60
m/z 41.00 25.63%
5000
29.0‘
o‘H‘_HHWM$M‘M‘_‘H‘H‘W“H‘H‘W‘H‘W‘H,H“ A RARNRE AR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 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©32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.492 101.13 ug/l 6904310 Pentafluorobenzene 7.585

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 87
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e0 001630-94-0 80
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 76
5 2-Methyl-1-butene 70 C5H1e0 000563-46-2 72
Abundance Scan 672 (3.492 min): VN066379.D\data.ms (-654) (-) m/z 55.00 100.00%
55.
w MJ\
e
‘ | 3.20 3.40 3.60 3.80
Obrrr el 880 2069 nyz 7e.00  43.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 UL L L B I L I LB
3.20 3.40 3.60 3.80
ZQOH m/z 39.00 31.80%
O \\\‘\H\\"“\\H\“}‘\‘\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #567: 2-Butene, 2-methyl-
55.0
R mER R
3.20 3.40 3.60 3.80
5000 m/z 41.00 29.66%
29.0
0 ‘H_Hm,‘huu“l‘_umuu‘mwm_m‘mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #578: Cyclopropane, 1,1-dimethyl- R AREREEE
55.0 3.20 3.40 3.60 3.80
m/z 42.00 22.94%
5000
27.0
0 P T T
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11

Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@32521W.M
: 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 Cyclopentane, methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.525 60.24 ug/l 4112560  Pentafluorobenzene 7.585
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 Cyclobutane 56 C4H8 000287-23-0 50
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47

Abundance Scan 1803 (6.525 min): VN066379.D\data.ms (-1777) (-) m/z 56.00 100.00%

56.0
5000

84.0 6.20 6.40 6.60 6.80
ol b L2080 /7 a1.00  53.01%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56.0

5000 e
6.20 6.40 6.60 6.80

69.00  42.27%

m/z
28.0 84.0
\‘\\\\‘\H‘\\ ‘\‘1‘\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1329: 1H-Tetrazole, 5-methyl-
56.0
27.0

6.20 6.40 6.60 6.80
5000 m/z 55.00 26.04%

o

o

@ 84.0
S N N N

2

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1471 Cyclobutane, ethyl- e EEzamEmay
56.0 6.20 6.40 6.60 6.80
m/z 39.00  25.34%
5000
27.0
R
oA A L e S e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Cyclopentene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.298 19.56 ug/l 1335650  Pentafluorobenzene 7.585

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
3 1,4-Pentadiene, 2-methyl- 82 CeH1e 000763-30-4 83
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 83
5 1,4-Pentadiene, 3-methyl- 82 C6H10 001115-08-8 80

Abundance Scan 2091 (7.298 min): VN066379.D\data.ms (-2075) (-) m/z 67.00 100.00%

67.0
5000

39.0 R Ras N ANLES AR
H 7.00 7.20 7.40 7.60
|

o“‘w‘H‘MHMM_Muq“H‘H“_“w“u,u“w“%9§9 m/z 82.60  29.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1243: Cyclopentene, 1-methyl-
67.0
5000 L L B I B LR

7.00 7.20 7.40 7.60
39.0 m/z 39.00 18.60%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1236: Cyclopentene, 3-methyl-
67.0

7.00 7.20 7.40 7.60
5000 m/z 81.00 13.84%

39.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1254: 1,4-Pentadiene, 2-methyl-

67.0 7.00 7.20 7.40 7.60
m/z 41.00 13.50%

) | JJ\M
0 “wh Al uHm i \“

m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

81—
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 unknown8.081 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

8.081 22.70 ug/l 1287690 1,4-Difluorobenzene 8.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 1-ethoxy- 144 C9H200 001969-43-3 35
2 1,3-Butadiene, 2,3-dimethyl- 82 C6H10 000513-81-5 30
3 1,8-0Octanediol 146 C8H1802 000629-41-4 27
4 Ethylidenecyclobutane 82 C6H10 001528-21-8 25
5 Cyclohexene 82 C6H10 000110-83-8 22

Abundance Scan 2383 (8.081 min): VN066379.D\data.ms (-2366) (-) m/z 59.00 100.00%

59.0
41.0
5000
82.0 R kAR ana s S
‘ ‘ ‘ 98.0 7.80 8.00 8.20 8.40
R L M ““‘Hu“““ e m/z 55.00 72.82%
miz--> 20 40 60 80 100 120 140
Abundance #21118: Heptane, 1-ethoxy-
59.0
31.0
5000 L B I B L AL BB
7.80 8.00 8.20 8.40
m/z 73.00 60.42%
98.0
\H‘ ‘ | \“ L “ 1290
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #1258: 1,3-Butadiene, 2,3-dimethyl-
67.0
T e
41.0 7.80 8.00 8.20 8.40
5000 m/z 66.95 54.69%
88.0
ol 10 L B
miz--> 20 40 60 80 100 120 140
Abundance #22079: 1,8-Octanediol R RN R
55.0 7.80 8.00 8.20 8.40
82.0 m/z 41.00 54.23%
31.0
5000
H
EELIN TN N R A VAP AL VAT
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.833 21.71 ug/1 6425410 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 4155 (12.833 min): VN066379.D\data.ms (-4140) (-  m/z 105.00 100.00%
105.0
5000
390 70 12.50 13.00
C
Orrrek et Ll L1829 2070231 10119 95 31.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000
12.50 13.00
m/z 76.95 12.40%
39.0 77\0\ 1
O \\\‘\\\\‘\\‘H‘\\\\‘\\\\‘}\\‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0 A/J\/L J\
P
12.50 13.00
5000 m/z 91.00 12.15%
28.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 12.50 13.00
m/z 79.00 9.37%
5000
390 77.0 J\
0 (- M ‘\ ul

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 50 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.485 46.69 ug/l 13817100 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 81
3 Deltacyclene 118 C9H1e 007785-10-6 74
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64

Abundance Scan 4398 (13.485 min): VN066379.D\data.ms (-4375) (- m/z 117.00 100.00%

117.0
5000
L
91.0 ‘ P
39.0 63.0 13.50
Ol bl 19301758 2088 yyy 118,00 58.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
11y7.0
5000
1350
m/z 114.95 35.14%
39.0 63.0 91.0
O\1\5\?\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0 \
1350
91.0
390 65,0
0“‘_“w‘ﬂkMM‘HH‘L“LH R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8953: Deltacyclene
117.0 13.50
m/z 62.95 8.90%
5000
39.0 910
‘ 65.0 ‘
O‘“_“ﬂ‘WMpuuﬁ‘Hiwh‘ﬂ“u“u“_“W“u‘u“ o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32921\
Data File : VN@66379.D

Acqg On : 29 Mar 2021 16:11
Operator : JC/MD

Sample : M1835-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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|
Butane 2.140 65.4 ug/l 4464780 1 7.585 3413470 50.0
Butane, 2-methyl- 2.752  139.7 wug/l 9534370 1 7.585 3413470 50.0
Pentane 3.082 53.9 ug/l 3678720 1 7.585 3413470 50.0
2-Pentene, (E)- 3.256 19.5 wug/l 1330720 1 7.585 3413470 50.0
Cyclopropane, 1... 3.492 101.1 ug/l 6904310 1 7.585 3413470 50.0
Cyclopentane, m... 6.525 60.2 ug/l 4112560 1 7.585 3413470 50.0
Cyclopentene, 1... 7.298 19.6 wug/l 1335650 1 7.585 3413470 50.0
unknown8.081 8.081 22.7 ug/l 1287690 2 8.512 2836470 50.0
Benzene, 1l-ethy... 12.833 21.7 ug/l 6425410 4 13.286 14795300 50.0
Indane 13.485 46.7 ug/l 13817100 4 13.286 14795300 50.0
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