LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 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\82X102622W.M

Title : SW846 8260

Signal : TIC: VX@32689.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.264 26 29 43 rBV 808396 904159 6.06%  1.282%
2 1.368 43 46 53 rBV 1380836 1504282 10.08% 2.133%
3 1.752 103 109 123 rVB 4180644 5681764 38.08% 8.057%
4 1.959 137 143 156 rVB3 551643 1008422 6.76% 1.430%
5 2.069 156 161 167 rBV 191715 262285 1.76% 0.372%
6 2.215 180 185 197 rVB 652843 978264 6.56% 1.387%
7 2.343 198 206 217 rVB 78587 156467 1.05% 0.222%
8 2.782 258 278 281 rBvV2 298648 762495 5.11% 1.081%
9 2.825 281 285 289 rvwv 484493 1044163 7.00% 1.481%
106 2.867 289 292 305 rVB2 514078 1056467 7.08%  1.498%
11  3.105 321 331 348 rVB2 592673 1378220 9.24% 1.954%
12 3.447 378 387 399 rBvV 69881 154362 1.03% 0.219%
13 3.733 426 434 444 rBV2 172156 451437 3.03% 0.640%
14  3.837 444 451 458 rBV 128877 321787 2.16%  0.456%
15 4.105 485 495 505 rBV 114966 297794 2.00%  0.422%
16 4.366 518 528 539 rVWW 560392 1600073 10.72%  2.269%
17 4.428 539 548 562 rVB 70590 211268 1.42% 0.300%
18 5.196 650 674 690 rBV 150400 512658 3.44% 0.727%
19 5.385 692 705 712 rBV2 82055 250147 1.68% 0.355%
20 5.477 712 720 727 rBV3 124653 380722 2.55% 0.540%
21 5.556 727 733 738 rW 89208 223191 1.50% 0.316%
22 5.623 739 744 764 rVB3 116677 383032 2.57% 0.543%
23 5.830 764 778 790 rBV2 62963 193578 1.30% 0.275%
24 5.958 790 799 804 rBV 79326 202543 1.36% 0.287%
25 6.044 804 813 825 rVB 696435 1802045 12.08%  2.555%
26 6.166 825 833 835 rBvV2 71242 168511 1.13% 0.239%
27 6.251 842 847 857 rVB2 159665 455481 3.05% 0.646%
28 6.361 857 865 876 rVB2 61685 180098 1.21% ©.255%
29 6.763 921 931 937 rBV 194764 515641 3.46% 0.731%
30 6.854 942 946 958 rvVB4 97723 240273 1.61% 0.341%
31 7.171 988 998 1008 rvB2 83883 194106 1.30% 0.275%
32 7.379 1020 1032 1045 rBV4 156633 459794 3.08% 0.652%
33 7.988 1122 1132 1143 rVB2 70642 169320 1.13% 0.240%
34 8.110 1143 1152 1155 rBV 135916 292369 1.96% 0.415%
35 8.141 1155 1157 1162 rVB 106551 153985 1.03% 0.218%

36 8.507 1209 1217 1227 rVB 111421 197948 1.33% 0.281%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 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\82X102622W.M

Title : SW846 8260

37 8.647 1235 1240 1246 rVB 393652 626710 4.20% 0.889%
38 8.720 1246 1252 1258 rVB 499794 753740 5.05% 1.069%
39 8.958 1280 1291 1299 rBV 285251 477567 3.20% 0.677%
40 9.049 1299 1306 1311 rBV 299557 462153 3.10% 0.655%

41 10.055 1461 1471 1476 rBV 403097 543329 3.64% ©.770%
42 10.201 1488 1495 1500 rBV 11202575 14921100 100.00% 21.159%
43 10.305 1505 1512 1519 rVB 1867909 2500856 16.76%  3.546%
44 10.640 1562 1567 1574 rVB 616673 789705 5.29% 1.120%
45 10.963 1614 1620 1627 rBV 580209 713411 4.78% 1.012%

46 11.0979 1634 1639 1645 rBV 382822 495568 3.32% 0.703%
47 11.305 1667 1676 1683 rBV 1404855 1709593 11.46% 2.424%
48 11.402 1686 1692 1696 rVV 407069 513928 3.44% 0.729%
49 11.451 1696 1700 1707 rVB 400840 481699 3.23% 0.683%
50 11.616 1721 1727 1734 rBV 1881949 2387763 16.00% 3.386%
51 11.756 1744 1750 1755 rBV 5254765 6521353 43.71% 9.248%
52 12.024 1788 1794 1799 rVB 473473 602887 4.04% 0.855%
53 12.085 1799 1804 1809 rBV 1070201 1289748 8.64% 1.829%
54 12.244 1824 1830 1836 rBV 2463479 3020042 20.24% 4.283%
55 12.311 1836 1841 1852 rVB3 252631 420290 2.82% 0.596%
56 12.408 1852 1857 1862 rBV2 160442 217931 1.46% 0.309%
57 12.463 1862 1866 1871 rVB 131092 1531760 1.03% 0.217%
58 12.530 1872 1877 1879 rBV 318807 391521 2.62% 0.555%
59 12.555 1879 1881 1886 rVV 215143 230407 1.54% 0.327%
60 12.616 1886 1891 1894 rVV 558953 694665 4.66% 0.985%
61 12.646 1894 1896 1900 rVV 158368 162603 1.09% 0.231%
62 12.701 1900 1905 1912 rVB 542898 715755 4.80% 1.015%
63 12.920 1934 1941 1944 rBV 337996 410931 2.75% 0.583%
64 12.963 1944 1948 1954 rVB 388969 450411 3.02% 0.639%
65 13.170 1978 1982 1987 rVB 391223 451092 3.02% 0.640%
66 13.292 1997 2002 2007 rVB2 735847 940411 6.30% 1.334%
67 13.420 2019 2023 2030 rVB 129693 176395 1.18% 0.250%
68 13.774 2074 2081 2090 rBV 1103029 1337084 8.96% 1.896%
69 14.780 2241 2246 2260 rVB 165049 205940 1.38% 0.292%
Sum of corrected areas: 70518909
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

Abundance TIC: VX032689.D\data.ms

1le+07
8000000

6000000

1.752
4000000

2000000 1.368

126 1. 3% 2.215 67 3.105 4.306 6.044

2343 % A\ 3.447 3.73837 4.105 )\4.428 5.1965 $887TH35 8309586. £585-
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Time--> 1.20 1.40 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: VX032689.D\data.ms
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Abundance TIC: VX032689.D\data.ms

1le+07
8000000

6000000
11.756

4000000

12.244
20000001-616

12.085 13774

12./(\)%‘('; mﬂ%ﬁg&zaaew H‘f@s 420 14.780

‘ T T I ‘Y_A\ T \ T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12'50 13.00 1350 14.00 14.50 15.00 15.50 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Isobutane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.264 202.55 ug/l 904159  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 64
2 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9
3 Propene 42 C3H6 000115-07-1 7
4 Hydrogen isocyanate 43 CHNO 000075-13-8 4
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 4

Abundance  Scan 29 (1.264 min): VX032689.D\data.ms (-26) (-) m/z 43.10 100.00%

3.1
e BEaR e
571 1.20 140 1.60
O R I I L L A e R m/z 41.10 52.21%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #267: Isobutane
43.0
5000
270 1.20 140 1.60
' m/z 42.10 32.94%
o 180 ‘ o 57.0
O\\\‘\\\\’\\\\‘\\i}‘\\\{i\}\\‘\\\w‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2434: Propane, 2-nitro-
43.0
27.0
1.20 140 1.60
5000 m/z 39.05 27.39%
15.0
o220 | W ., 57.0 70.0 89.0
e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #62: Propene
41.0 1.20 140 1.60
m/z 38.10 4.56%
5000 27.0
Ot e e e T T T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.368 336.99 ug/l 1504280  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 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 4

Abundance  Scan 46 (1.368 min): VX032689.D\data.ms (-43) (-) m/z 43.10 100.00%

3.1
5000
‘ | 58‘1 120 140 1.60 1.80
O e m/z 41.10 37.64%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #265: Butane
43.0
5000
29.0 1.20 140 1.60 1.80
58.0 m/z 39.10 19.87%
15.0 ‘ | ‘
O\\\’\\‘\\‘\\1\‘\\\}i\}\\‘\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #266: Isobutane
43.0
1.20 140 1.60 1.80
5000 m/z 58.10 14.43%
27.0
15.0 “ | 57.0
Ot et e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride
43.0 1.20 140 1.60 1.80
m/z 42.10 14.24%
5000
27.0
0, 180 | 640 830 990
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.752 1272.85 ug/1l 5681760  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 28
4 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 16
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 10
Abundance Scan 109 (1.752 min): VX032689.D\data.ms (-103) (-) m/z 43.05 100.00%
43.0
57.1
5000
50.0 ‘ 72.1 1.40 1.60 1.80 2.00
36.1]|, 990 || 651 | o
Obrrprrrrprrreprrreprerere oo o e 89 L m/z 41.e5  95.32%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.10 85.68%
0 150 \‘ AT 50.0 \‘ 7?0
H‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\ \‘HH‘HH‘H\\’HH‘\H\‘HH’HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #752: 3-Buten-1-ol
42.0
31.0 1.40 1.60 1.80 2.00
5000 m/z 57.10 74.72%
0 150 | 500570 720
P e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane AP AT
43.0 1.40 1.60 1.80 2.00
m/z 39.05 36.41%
5000
27.0 57.0 720
oL 150 500 eso
R L a di Aaaaanaas
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.959 225.91 ug/l 1008420  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 43
3 Oxirane, ethyl- 72 C4H80 000106-88-7 38
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 38
5 Tetrahydrofuran 72 C4H80 000109-99-9 25
Abundance Scan 143 (1.959 min): VX032689.D\data.ms (-137) (-) m/z 43.05 100.00%
43.0
5000 K
55'1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ 620 721 1.60 1.80 2.00 2.20
36, . o
Olrrrrrrprrrrprrrr g P e e e M/z 42,05 63.99%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000
1.60 1.80 2.00 2.20
. m/z 41.05 61.45%
27.0 51.0 72.0 /
oL 150 ULl 500 | eso |
H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH\ \‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #653: Cyclopropane, ethyl-
42.0
e RAARARRREE
1.60 1.80 2.00 2.20
5000 55.0 m/z 39.85 30.75%
27.0 70.0
15.0
0H‘\\H|HH}HH‘Hu‘lwlw‘uu‘\”\l 1wHUMm‘6\%9\”‘””‘””‘\”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #766: Oxirane, ethyl-
41.0 1.60 1.80 2.00 2.20
m/z 55.10 24.01%
27.0
5000
57.0
71.0
I |
owal”WHWMEW:M et NN | R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.215 219.15 ug/l 978264  Pentafluorobenzene 5.556

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 C5H10 000513-35-9 90
3 2-Pentene, (E)- 70 C5H10 000646-04-8 87
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
Abundance Scan 185 (2.215 min): VX032689.D\data.ms (-180) (-) m/z 55.10 100.00%
553.1
5000 70.1
39.0
‘ ‘ 63.0 1.80 2.00 2.20 2.40 2.60
Obrprrreprrerrre e A b s b e M/Z 70,10 43.60%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
410 700 1.80 2.00 2.20 2.40 2.60
29.0 | m/z 39.05 32.70%
O }\H‘H‘H‘\}\}H\H‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: 2-Butene, 2-methyl-
55.0
1.80 2.00 2.20 2.40 2.60
5000 70.0 m/z 41.10 28.62%
41.0
29.0
0 15.0 H “\ | ‘\‘\\‘62-0\\‘
P e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #642: 2-Pentene, (E)- R e e
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10 21.31%
5000 39.0 70.0
29.0
0 “15‘0“““‘}‘49“ Mﬁ%](‘)‘mmwmw R RAAEE ARmaEEEEEE
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Pentane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.825 233.92 ug/l 1044160  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane 72 C5H12 000109-66-0 43
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 43
4 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 40
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38
Abundance Scan 285 (2.825 min): VX032689.D\data.ms (-281) (-) m/z 43.10 100.00%
43.1
5000 1 A
57.1
‘ H | 661 2.60 2.80 3.00 3.20
o1t m/z 71.10 50.01%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 L B L I LS B
2.60 2.80 3.00 3.20
270 57.0 m/z 41.10 45.43%
86.0
0\\‘\]_\5;()\’\\\‘\“\\\\‘i\}\\’\\H‘\‘\\\\l}\\\‘\\l\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
2.60 2.80 3.00 3.20
5000 m/z 42.10 41.61%
27.0 57.0 720
oase LT
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0 2.60 2.80 3.00 3.20
m/z 39.10 24.08%
5000
71.0
27.0 55.0
Joas0 T | "eg | 880
R B e e R e
m/z--> 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Cyclobutane, methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.867 236.67 ug/l 1056470  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 86
2 1-Pentene 70 C5H10 000109-67-1 72
3 Cyclopentane 70 C5H10 000287-92-3 56
4 2-Butene-1,4-diol, (Z)- 88 C4H802 006117-80-2 40
5 2-Pentene, (E)- 70 C5H10 000646-04-8 38
Abundance Scan 292 (2.867 min): VX032689.D\data.ms (-289) (-) m/z 42.10 100.00%
42.1
55.1 f
5000 70.1
84.1 2.60 2.80 3.00 3.20
Ol e e b b m/z 55.100 52.57%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
5000
550 2.60 2.80 3.00 3.20
: m/z 70.10 45.01%
27.0 0.0 /
15'0 \‘ | | ‘ I . ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene
42.0
A RaE e ARAREARE T
550 2.60 2.80 3.00 3.20
5000 m/z 41.10 44.32%
27.0 70.0
15.0 ‘ ‘
o+ttt
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0 2.60 2.80 3.00 3.20
m/z 39.10  35.38%
5000
55.0 70.0
27.0
0 1.0 15\0 \‘H \“ | .
R m L o e
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,306 358.45 ug/l 1600070  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 50
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 46
5 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 38
Abundance Scan 528 (4.306 min): VX032689.D\data.ms (-518) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1
R ARNREEEE R
“ ‘ 84.1 4.00 4.20 4.40 4.60
1N O T S 7 S DT -V
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L LA B B R
4.00 4.20 4.40 4.60
m/z 69.10 46.14%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\.(\)‘\\}H“\\\}}\‘\\\i‘\u‘\‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0
41.0 4.00 4.20 4.40 4.60
5000 m/z 39.05 27 .94%
27.0
69.0
Y-S P O -
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 4.00 4.20 4.40 4.60
27.0 m/z 55.10  26.41%
5000
42.0
‘ ‘ ‘ 84.0
0 \\\‘\\\\‘\\H‘Hupul‘}‘\‘uw\‘;‘\‘HH‘HH‘\!H‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60

82X102622W.M Thu Nov 10 13:28:05 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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, 1l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.616 198.03 ug/l 2387760 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1727 (11.616 min): VX032689.D\data.ms (-1721) (- | m/z 105.10 100.00%
105.1
5000 j\
120.1 w LI A
39.1 63.1 77‘"1 91"1 U 11.50 12.00
O e e e m/z 120.05 30.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\ | j\ : ‘A
120.0 11.50 12.00
m/z 91.10 12.30%
77.0 91.0
O\\‘]\_\5\(\)’H\\‘\\3\\9’(\)\\\“\\\\6‘§\‘(\)\‘\H‘\“HH“\\\\‘\Ml\‘\\\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 J\
S W .
11.50 12.00
5000 m/z 77.10 11.95%
120.0
79.0
39.0 65.0 ‘ 92.0 N
N R S 1 T R
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #10723: Benzene, 1-ethyl-3-methyl- A»AA
105.0 11. 50 12 00
m/z 79.10 9.23%
5000
120.0
39.0 77.0 91.0
260 | 630 1 |
Ottt e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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, cyclopropyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.244 250.47 ug/1 3020040 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
5 Deltacyclene 118 C9H1e 007785-10-6 64
Abundance Scan 1830 (12.244 min): VX032689.D\data.ms (-1824) (- | m/z 117.10 100.00%
117.1
5000
940 ) 12.00 1250MA
39.1 63.0 . .
134.2
o‘wmwWW‘WH;M‘H,s‘m,mHW‘_w“wMww‘w” m/z 118.18  55.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
11v.0
5000 T
91.0 12.00 12:50
51.0 m/z 115.10  33.84%
O\\‘HH‘%\7\‘()\\\\“HHHH\\’1“\\T\M\‘HH‘“\HM‘\H‘\H ‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
12.00 12.50
5000 m/z 91.05 17.71%
91.0
39.0 63.0
2 1 VAR SR | —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 12.00 12.50
m/z 119.10 11.57%
5000
91.0
39.0 580 ‘ j\
O rreredgerrefbeb e el e e A
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\VX110922\
Data File : VX032689.D

Acqg On : 09 Nov 2022 18:57
Operator : JC/MD

Sample : N5551-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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|
Isobutane 1.264 202.6 ug/l 904159 1 5.556 223191 50.0
Butane 1.368 337.0 ug/l 1504280 1 5.556 223191 50.0
Butane, 2-methyl- 1.752 1272.8 ug/l 5681760 1 5.556 223191 50.0
Pentane 1.959 225.9 wug/l 1008420 1 5.556 223191 50.0
Cyclopropane, 1... 2,215 219.2 wug/l 978264 1 5.556 223191 50.0
Pentane, 2-methyl-  2.825 233.9 wug/l 1044160 1 5.556 223191 50.0
Cyclobutane, me... 2.867 236.7 ug/l 10564706 1 5.556 223191 50.0
Cyclopentane, m... 4.306 358.4 wug/l 1600070 1 5.556 223191 50.0
Benzene, 1-ethy... 11.616 198.0 wug/l 2387760 4 12.024 602887 50.0
Benzene, cyclop... 12.244 250.5 ug/l 3020040 4 12.024 602887 50.0
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