LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  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 X\Method\82X032421W.M

Title : SW846 8260

Signal : TIC: VX@21516.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.287 28 34 48 rBV 1344136 1650863 4.75% 1.147%
2 1.393 48 52 59 rBV 4036731 4453363 12.80% 3.095%
3 1.769 111 116 133 rVB 7536204 10303477 29.62% 7.162%
4 1.981 147 152 166 rVB2 2283483 3605039 10.37% 2.506%
5 2.099 166 172 180 rBV 1294782 1798112 5.17% 1.250%
6 2.193 183 188 192 rVWW 626160 913939 2.63% 0.635%
7 2.246 192 197 209 rVB 1519550 2310707 6.64% 1.606%
8 2.822 275 295 298 rBV3 360219 1268311 3.65% 0.882%
9 2.869 298 303 306 rvv 576564 1191775 3.43% 0.828%
106 2.911 306 310 326 rVB2 668390 1646256 4.73% 1.144%
11  3.146 340 350 363 rVB 396991 908480 2.61% 0.631%
12 3.722 441 448 454 rBV 150733 357394 1.03% 0.248%
13 3.787 454 459 469 rVB 237284 558694 1.61% ©.388%
14 3.899 469 478 484 rBV 156992 406264 1.17% 0.282%
15 4.170 514 524 536 rBV 201384 529053 1.52% 0.368%
16 4.375 548 559 571 rVW 805785 2304837 6.63% 1.602%
17 5.546 750 758 767 rBV2 161974 498048 1.43%  0.346%
18 6.111 846 854 865 rVB 403507 1024146 2.94% 0.712%
19 6.311 865 888 900 rvB4 191454 890971 2.56% 0.619%
20 7.435 1067 1079 1089 rBV5 168861 460925 1.33% 0.320%

21 8.694 1287 1293 1299 rVB 275394 416296 1.20% ©
22 8.764 1299 1305 1313 rBV 3392311 5296901 15.23% 3
23 10.094 1520 1531 1537 rBV 304542 434822 1.25% 0.302%
24 10.241 1550 1556 1562 rBV 7524124 9840873 28.29% 6
25 10.359 1567 1576 1581 rBV 21911173 34779883 100.00% 24.175%

26 10.688 1625 1632 1638 rBV 9983404 12883567 37.04%  8.955%
27 11.000 1678 1685 1691 rVB 339123 431917 1.24% 0.300%
28 11.341 1734 1743 1750 rBV 999465 1255665 3.61% ©.873%
29 11.423 1750 1757 1764 rVV 5109807 8877386 25.52% 6.171%
30 11.494 1764 1769 1781 rVB 2540028 3165839 9.10% 2.201%
31 11.653 1790 1796 1803 rBV 2276226 2732367 7.86% 1.899%
32 11.794 1814 1820 1825 rBV 9691866 11824046 34.00%  8.219%
33 12.059 1860 1865 1871 rVB 326374 432449  1.24% 0.301%
34 12.129 1871 1877 1882 rBV 2567096 3095224 8.90%  2.151%
35 12.282 1897 1903 1911 rBV2 1818685 2517448 7.24% 1.750%

36 12.359 1911 1916 1923 rVB2 507940 715617 2.06% 0.497%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  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 X\Method\82X032421W.M

Title : SW846 8260

37 12.571 1946 1952 1954 rBV 342680 428596 1.23% 0.298%
38 12.653 1961 1966 1969 rBV 499559 600728 1.73% 0.418%
39 12.735 1976 1980 1988 rBvV2 350812 501416 1.44% 0.349%
40 12.959 2011 2018 2022 rBV 333864 407367 1.17% 0.283%
41 13.000 2022 2025 2031 rVB 482945 569651 1.64% 0.396%
42 13.206 2052 2060 2065 rBV 392554 492996 1.42% 0.343%
43 13.330 2076 2081 2086 rVB2 736494 977585 2.81% ©0.680%
44 13.818 2156 2164 2170 rBV 2124391 2637986 7.58% 1.834%
45 14.677 2305 2310 2320 rVB 852634 993163 2.86% ©0.690%

46 14.818 2329 2334 2347 rVB 373079 477318 1.37% 0.332%

Sum of corrected areas: 143867760

82X032421W.M Fri Mar 26 18:26:52 2021 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX021516.D\data.ms
2e+07
1.5e+07
1le+07
1.769
5000000 1.393
128 1.981 246
. 2.0
0 193 238891 3.146 3378899 417037 5.546 6.1116.3
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\T\‘\Y_f\‘\\\\‘\\\\‘W_F\\’—Y_Y_F\“(\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 1.2 .40 1.60 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
Abundance TIC: VX021516.D\data.ms
10.859
2e+07
1.5e+07
1e+07 10.688
10.241
5000000 11.423
8.764
.49
0 7.435 8.6 10.094 11.000 113
— — — e — A A
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX021516.D\data.ms
2e+07
1.5e+07
le+07{ 11.794
5000000
1.653 12.129 o5 13.818
, 12.05;0@ 19 359212165708 196003366330 I 14677815
T T T ‘ T T T T T T T 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_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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.
1.393 447.08 ug/l 4453360  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 80
2 Isobutane 58 C4Hie 000075-28-5 9
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 5
Abundance  Scan 52 (1.393 min): VX021516.D\data.ms (-48) (-) m/z 42.95 100.00%
43.0
5000
H 58‘-0 120 1.40 1.60 1.80
ot e m/z 41.00 36.57%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #233: Butane
43.0
5000 29.0
1.20 1.40 1.60 1.80
m/z 39.00 17.94%
58.0
10 180 I | ]
O \\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #235: Isobutane
43.0
1.20 1.40 1.60 1.80
5000 m/z 42.00 14 .00%
27.0
10 ||| s70
0Lt et g e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #19275: Isopropylsulfonyl chloride
43.0 1.20 1.40 1.60 1.80
m/z 58.00 13.54%
5000
27.0
o 140 | | 640 830 99.0
e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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.
1.769 1034.39 ug/1 10303500 Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 94
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 45
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9
Abundance Scan 116 (1.769 min): VX021516.D\data.ms (-111) (-) m/z 43.00 100.00%
57.0
5000
‘ 720 1.40 1.60 1.80 2.00
Orrrrrrerr et b e 9% m/z 41.08 908.51%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000
1.40 1.60 1.80 2.00
29.0 m/z 42.00 86.49%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #654: 3-Buten-1-ol
42.0
810 1.40 1.60 1.80 2.00
5000 m/z 57.00 64.48%
57.0 72.0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #706: Pentane ‘Wu‘mwm‘/‘\uu,‘
43.0 1.40 1.60 1.80 2.00
m/z 39.00 31.88%
5000
27.0 57.0 720
0 \\\‘:\U\SFO\‘\\1‘1“H\1‘1\1\\‘m‘l‘\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 Pentane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.981 361.92 ug/l 3605040  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 43
3 Butane, 2-methyl- 72 C5H12 000078-78-4 38
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 9
Abundance Scan 152 (1.981 min): VX021516.D\data.ms (-147) (-) m/z 43.00 100.00%
43.0
5000 J\J\
T
‘ 57‘-0 72.0 1.60 1.80 2.00 2.20 2.40
0L ettt L 910 sz 42,00 59.58%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #706: Pentane
43.0
5000
1.60 1.80 2.00 2.20 2.40
57.0 m/z 41.00 55.96%
21.0 72.0
150 \‘\‘ \‘\\ \M‘
O \\\’\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #672: Oxirane, ethyl-
41.0
1.60 1.80 2.00 2.20 2.40
5000 270 m/z 39.00 21.73%
57.0
71.0
|
o AN KSR | PN OR RSN | —
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #713: Butane, 2-methyl-
43.0 1.60 1.80 2.00 2.20 2.40
m/z 57.00 15.28%
57.0
5000 29.0
15.0 ‘ | 720 N
. L
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX@32521\
Data File : VX@21516.D

Acqg On : 26 Mar 2021 03:38

Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 4 2-Pentene, (E)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
2.099 180.52 ug/l 1798110 Pentafluorobenzene 5.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H1e0 000646-04-8 93
2 2-Methyl-1-butene 70 C5H1e 000563-46-2 90
3 2-Pentene, (Z)- 70 C5H1e 000627-20-3 90
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 172 (2.099 min): VX021516.D\data.ms (-166) (-) m/z 55.00 100.00%
5!:

5.0
5000
1.80 2.00 2.20 2.40
Ot e 2989 w7z 70,00 38.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #562: 2-Pentene, (E)-
553.0
5000
1.80 2.00 2.20 2.40
29.0 m/z 39.00 34.29%
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
1.80 2.00 2.20 2.40
5000 m/z 42.00 33.98%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #559: 2-Pentene, (Z)-
55.0 1.80 2.00 2.20 2.40
m/z 41.00 27.24%
5000
29.0
O bl bl ey
m/z--> 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_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 2-Butene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.246 231.98 ug/l 2310710  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 90
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 81
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
Abundance Scan 197 (2.246 min): VX021516.D\data.ms (-192) (-) m/z 55.00 100.00%
55.0
5000
39.0 70.0 j
‘ | 2.00 2.20 2.40 2.60
0l et il e S myz 70,00 39.76%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #571: 2-Butene, 2-methyl-
55.0
5000
41.0 70.0 2.00 2.20 2.40 2.60
27.0 m/z 39.00 33.38%
15.0 ‘ ‘
1.0
O \\\’\\\\‘\\‘\\‘\\}1‘\\\}‘\‘\\\i‘\‘}}\‘\\\‘\"‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55.0
2.00 2.20 2.40 2.60
m/z 41.00 30.10%
5000 200 /
41.0
29.0 ‘ ‘
0 H‘,mwHWH_";;m‘Nuwuw,mwH_m
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55.0 2.00 2.20 2.40 2.60
m/z 42.00 23.20%
5000 70.0
41.0
29.0 ‘ ‘
0 “w“‘w“‘w“J«‘“w‘uuiﬁlh“‘mhu‘u“‘H“‘H
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 Cyclopentane, methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.375 231.39 ug/l 2304840  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 78
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
Abundance Scan 559 (4.375 min): VX021516.D\data.ms (-548) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
‘ ‘ ‘ 84.0 4.00 4.20 4.40 4.60
Ol eyt et et m/z 41,00 56.36%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
568.0
41.0
5000 69.0
4.00 4.20 4.40 4.60
m/z 69.00 43.69%
28.0 M ‘ 84.0
O\\‘?‘?;9‘\\}”“\\\\‘}\‘\\\i‘\u‘\‘\\\‘1"\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1458: Cyclohexane
56.0
84.0
4.00 4.20 4.40 4.60
5000 41.0 m/z 39.00 27.58%
69.0
el |
olr2s i Wl
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56.0 4.00 4.20 4.40 4.60
210 m/z 55.00  26.26%
5000
42.0
‘ ‘ ‘ 84.0
OH‘HH‘Hu‘wu\”}‘\‘uw\‘;‘\‘HH,HH‘\!H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.423 1026.41 ug/1l 8877390 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1757 (11.423 min): VX021516.D\data.ms (-1750) (-  m/z 105.00 100.00%
105.0
5000
120.1 /\
L
390 630 77"0 91"0 11.50
Obreprrrrprrerprredyreeeierep el bt m/z 120010 31.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 M /\‘
m/z 91.00 13.51%
77.0 91.0
0 \\‘]\_L\—-)\.\()‘H\‘\‘HS\?‘.\()\H“\H\6‘%\-‘\0\‘\\\‘}“\H\“MH‘\ME\‘H‘\‘\“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0 A
—H—
11.50
5000 m/z 76.95 12.96%
120.0
39.0 63.0 77.0 91.0
0 H‘mwHh,uu‘,um‘,‘m1‘,“"‘”‘”“1“‘H“‘MHM!“mu“mwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #9410: Benzene, 1,2,4-trimethyl- ey
105.0 11.50
m/z 78.95 9.02%
5000 120.0
28.0 77.0 91.0 [\/\ fk
51.0 .
o‘“1‘%"‘9‘HJ!W‘“‘uH‘Hw”“Mw‘Hm"Hn“‘HW‘kuu“mw Allle
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 Benzene, 1-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.653 315.92 ug/l 2732370 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 1796 (11.653 min): VX021516.D\data.ms (-1790) (- m/z 105.00 100.00%
105.0

5000
120.1 }\ A
A
39.0 630 'O 910 11.50 12.00
oH_m_m‘HH‘WHN\MMW“1‘_”@‘:‘H_‘s“www‘ m/z 120.10  29.17%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #9425: Benzene, 1-ethyl-2-methyl
105.0

A

5000 T ‘ T T T ‘ T
1200 11.50 12.00
m/z 76.95 12.96%
0
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0 A A
o —
11.50 12.00
5000 ITI/Z 91.00 12.89%
120.0
77.0 91.0
39.0
X O £ YA o S
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A A
Abundance #9402: Mesitylene ‘ —

Y
105.0 11.50

m/z 79.00
120.0

5000

39.0 77.0 91.0
H‘\\H‘\2\6\).\?\H\“‘\\Hi“\‘\”‘e‘%\"\o\‘\\\‘H‘HH“}\H‘\Hl\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 Aj\
1

77.0
0390 630 umo

O ey e e e b b a— ;
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.129 357.87 ug/l 3095220 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 1877 (12.129 min): VX021516.D\data.ms (-1871) (- m/z 105.10 100.00%
105.1
5000 120.1 f\ A
— —
300  ggo (10 910 12.00 1250
o",HH,HH,‘H‘MuH‘Mwun‘m_‘“1‘_Hw“‘H‘_‘:quu“mw m/z 120.10  41.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 A - j\ —r—
120.0 12.00 12.50
770 m/z 77.00 13.16%
39.0 V910
O\\’J\-\S\.\O’\\\“1’\\\\“‘\\\\NH\\6‘%\.‘\0\‘\Hm‘\\\\‘\\H‘HH‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0 A A
— —
12.00 12.50
5000 120.0 m/z 90.95 11.04%
28.0 77.0 910
O N PR T SOV N
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 f\ A fb\
Abundance #9427: Benzene, 1-ethyl-2-methyl- —— A
105.0 12.00 12.50
m/z 119.10 9.47%
5000
120.0
77.0 91.0 ‘ /J\
51.0
bz oo |l 0l N
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 7
R.T. EstConc Area Relative to ISTD R.T.
12.282 291.07 ug/l 2517450 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Deltacyclene 118 C9H1e0 007785-10-6 62
5 Benzene, 1-ethenyl-4-methyl- 118 C9H10 000622-97-9 49
Abundance Scan 1903 (12.282 min): VX021516.D\data.ms (-1897) (- m/z 117.00 100.00%
11v.0
5000
63.0 o0 : 12.00 1250M/\
39.0 . . .
134.1
o‘wmwWW‘WH;‘mJ‘,:‘;‘H,mWM‘;WMW‘!“_WWH m/z 118.1@0  53.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8951: Indane
117.0
5000 - r ]
12.00 12.50
910 m/z 115.00  33.21%
39.0 63.0 '
OH‘H\-\‘H\‘\‘\H\“\H\i‘\Hl’}‘\‘\\’\\\‘u\\\\“HHH‘\H‘H\“HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8961: Benzene, 2-propenyl-
117.0
12.00 12.50
m/z 91.00 18.34%
5000 910 /
39.0 65.0
0‘wuH‘HH_Hquﬂhuhmkwmﬂw‘ﬂwuwﬁuwulHHH_‘H_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8966: Benzene, cyclopropyl-
11v.0 12.00 12.50
m/z 119.10 10.80%
5000 91.0
Joul
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX@32521\
Data File : VX021516.D

Acqg On : 26 Mar 2021 03:38
Operator : JC/MD

Sample : M1806-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 1.393 447.1 wug/l 4453360 1 5.629 498048 50.0
Butane, 2-methyl- 1.769 1034.4 wug/l 10303500 1 5.629 498048 50.0
Pentane 1.981 361.9 ug/l 3605040 1 5.629 498048 50.0
2-Pentene, (E)- 2.099 180.5 wug/l 1798110 1 5.629 498048 50.0
2-Butene, 2-met... 2.246 232.0 ug/l 2310710 1 5.629 498048 50.0
Cyclopentane, m... 4,375 231.4 ug/l 2304840 1 5.629 498048 50.0
Benzene, 1l-ethy... 11.423 1026.4 ug/l 8877390 4 12.065 432449 50.0
Benzene, 1l-ethy... 11.653 315.9 ug/l 2732370 4 12.065 432449 50.0
Benzene, 1,2,3-... 12.129 357.9 ug/l 3095220 4 12.065 432449 50.0
Indane 12.282 291.1 wug/l 2517450 4 12.065 432449 50.0
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