LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 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\82X041222W.M

Title : SW846 8260

Signal : TIC: VX@28102.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 37 rBV 166888 149379  2.38% 0.249%
2 1.368 43 46 51 rBV 876254 831053 13.22% 1.384%
3 1.746 103 108 123 rVB 4765243 6284871 100.00% 10.469%
4 1.953 137 142 155 rVB2 855256 1301889 20.71% 2.169%
5 2.069 156 161 166 rBV 69250 94514 1.50% 0.157%
6 2.215 179 185 198 rVB 511103 890228 14.16% 1.483%
7 2.337 198 205 217 rVB 155826 325277 5.18% 0.542%
8 2.782 259 278 281 rBV2 435931 1064303 16.93% 1.773%
9 2.825 281 285 288 rvv 592460 1165591 18.55% 1.942%
106 2.867 288 292 303 rVW2 714061 1581372 25.16% 2.634%
11  2.953 303 306 320 rVB 40245 87054 1.39% 0.145%
12 3.105 320 331 346 rBV2 635560 1469026 23.37% 2.447%
13 3.318 357 366 377 rBV 56252 126832 2.02% 0.211%
14 3.575 400 408 418 rVB 28894 69073 1.10% ©0.115%
15 3.733 423 434 443 rBV 282327 707607 11.26% 1.179%
16 3.837 443 451 459 rBV 199581 494924 7.87% 0.824%
17 3.995 469 477 482 rBV3 35412 93219 1.48% ©0.155%
18 4.105 484 495 504 rVW 190336 535574  8.52% 0.892%
19 4,215 504 513 518 rwv2 79902 232535 3.70% 0.387%
20 4.306 518 528 539 rVV 1048373 2960715 47.11% 4.932%
21  4.428 539 548 562 rVB 141282 426385 6.78% 0.710%
22 5.196 649 674 689 rVB 310480 1069592 17.02% 1.782%
23 5.385 693 705 711 rBV2 173839 516726 8.22% 0.861%
24 5.477 711 720 728 rVW 658558 2185463 34.77% 3.641%
25 5.556 728 733 739 rVWW 259227 759468 12.08%  1.265%
26 5.623 739 744 765 rVB2 220412 725215 11.54% 1.208%
27 5.830 765 778 791 rBV4 144540 474777  7.55% 0.791%
28 5.958 791 799 804 rVV2 163953 425487 6.77% ©0.709%
29 6.044 804 813 824 rVV 1800395 4716366 75.04% 7.857%
30 6.166 824 833 835 rVWW2 146352 372491 5.93% 0.620%
31 6.251 836 847 857 rVV5 407177 1740094 27.69%  2.899%
32 6.361 857 865 877 rVB3 165772 473058 7.53% 0.788%
33  6.617 892 907 921 rVB4 32300 129630 2.06% 0.216%
34 6.763 921 931 941 rBV2 425250 1293072 20.57% 2.154%
35 6.854 942 946 958 rVB2 186752 465278 7.40% 0.775%
36 6.976 958 966 973 rBV3 38551 90959  1.45% 0.152%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 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\82X041222W.M
Title : SW846 8260
37 7.068 973 981 989 rvB4 29438 67305 1.07% 0.112%
38 7.171 989 998 1007 rBV2 206846 460104 7.32% 0.766%
39 7.379 1019 1032 1041 rBV2 565024 1468527 23.37% 2.446%
40 7.659 1073 1078 1090 rVB 65178 126845 2.02% 0.211%
41  7.775 1090 1097 1104 rVB2 38404 78893 1.26% 0.131%
42 7.860 1104 1111 1112 rBV2 78648 136468 2.17% 0.227%
43 7.885 1112 1115 1122 rVV3 101742 209966 3.34% 0.350%
44  7.988 1122 1132 1143 rVB2 150350 402477 6.40% 0.670%
45  8.110 1143 1152 1154 rBV 246708 468062 7.45% 0.780%
46 8.147 1154 1158 1162 rW 301244 542262 8.63% 0.903%
47  8.196 1162 1166 1176 rVB4 74630 156760 2.49% 0.261%
48 8.311 1176 1185 1192 rBV5 48701 115922 1.84% 0.193%
49 8.427 1199 1204 1209 rBV 86285 139987 2.23% 0.233%
50 8.507 1209 1217 1224 rVB 362776 623205 9.92% 1.038%
51 8.610 1224 1234 1235 rBV4 93573 193574 3.08% 0.322%
52 8.653 1235 1241 1247 rVV 856811 1441404 22.93% 2.401%
53 8.720 1247 1252 1257 rVB2 84401 136927 2.18% 0.228%
54 8.842 1268 1272 1279 rVB 104704 184876  2.94% 0.308%
55  8.927 1281 1286 1289 rBV 53243 88500 1.41% 0.147%
56 8.976 1289 1294 1299 rVB3 57448 109968 1.75% 0.183%
57 9.104 1311 1315 1320 rVB 52844 84073 1.34% 0.140%
58 9.165 1320 1325 1334 rVB 180034 302138 4.81% 0.503%
59 9.378 1356 1360 1364 rBV 68548 94844 1.51% 0.158%
60 9.458 1364 1373 1377 rBV 472943 757024 12.05% 1.261%
61 9.500 1377 1380 1386 rVB4 54396 96681 1.54% 0.161%
62 9.561 1386 1390 1394 rBV 70337 105300 1.68% 0.175%
63 10.055 1460 1471 1476 rBV 961483 1334396 21.23% 2.223%
64 10.147 1482 1486 1490 rVB3 42011 71440 1.14% 0.119%
65 10.195 1490 1494 1499 rVV2 175936 320154 5.09% 0.533%
66 10.244 1499 1502 1508 rVWV 144518 244631 3.89% 0.408%
67 10.305 1508 1512 1518 rVB 403508 522002 8.31% ©0.870%
68 10.415 1526 1530 1534 rVB2 118276 162060 2.58% 0.270%
69 10.646 1564 1568 1573 rVB2 61334 85607 1.36% 0.143%
70 10.872 1598 1605 1614 rBV3 162154 338366 5.38% 0.564%
71 10.963 1614 1620 1625 rVB 240658 335826 5.34% 0.559%
72 11.085 1635 1640 1645 rVV 751655 985586 15.68% 1.642%
73 11.171 1649 1654 1660 rVB 241861 330678 5.26% 0.551%
74 11.305 1672 1676 1684 rVB 313828 385084 6.13% 0.641%
75 11.402 1685 1692 1695 rBV 99099 133228 2.12% 0.222%

76 11.494 1703 1707 1712 rVB 139684 172899 2.75% 0.288%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 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\82X041222W.M
Title : SW846 8260
77 11.616 1721 1727 1734 rBV 498715 641930 10.21% 1.069%
78 11.707 1738 1742 1746 rVV 191041 270675 4.31% 0.451%
79 11.750 1746 1749 1755 rVB 99761 131216 2.09% 0.219%
80 12.024 1789 1794 1800 rBV 1021656 1246329 19.83% 2.076%
81 12.085 1800 1804 1809 rBV 136616 184380 2.93% 0.307%
82 12.244 1825 1830 1835 rBV 2388850 2867740 45.63% 4.777%
83 12.317 1839 1842 1849 rVB2 71618 114994 1.83% 0.192%
84 12.408 1853 1857 1861 rVV2 65312 84398 1.34% 0.141%
85 12.463 1861 1866 1872 rVB 111596 149878 2.38% 0.250%
86 12.530 1872 1877 1885 rBV2 78497 146719 2.33% 0.244%
87 12.609 1885 1890 1894 rVV2 330402 476453  7.58% 0.794%
88 12.646 1894 1896 1900 rVV 113606 136642 2.17% 0.228%
89 12.701 1900 1905 1918 rVB 479721 712050 11.33% 1.186%
90 12.847 1925 1929 1934 rVB2 50826 70464 1.12% 0.117%
91 12.920 1934 1941 1945 rBvV2 155721 229789 3.66% 0.383%
92 12.963 1945 1948 1954 rVB 74716 97010 1.54% 0.162%
93 13.036 1954 1960 1965 rBv4 43009 92608 1.47% 0.154%
94 13.170 1979 1982 1985 rBV 162322 169987 2.70% 0.283%
95 13.292 1998 2002 2006 rVV2 467867 610442 9.71% 1.017%
96 13.341 2006 2010 2020 rVV5 117542 199938 3.18% ©0.333%
97 13.426 2020 2024 2029 rVB2 119170 155453  2.47%  0.259%
98 13.664 2061 2063 2069 rVB2 56980 76991 1.23% 0.128%
99 13.780 2076 2082 2090 rVB 540110 706139 11.24% 1.176%
100 14.780 2241 2246 2253 rBV2 79744 115970 1.85% 0.193%

Sum of corrected areas: 60031341

82X041222W.M Fri Apr 15 17:53:34 2022 Page: 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2403-01
: 5.0mL/MSVOA_X/WATER
: 9 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41422\

: VX028102.D
: 14 Apr 2022 13:17

JC/MD

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VX028102.D\data.ms
1.746
4000000
3000000
2000000 6.044
4.306
1000000 1.368 1.953 ;
2215 e 87 3.105 S.art .
1.26 2.337 ' 373837 5-196; 2955823 8 e
ol 2.069 953/ | 3.318 3575\ 7 £ 938>1514.428 . 5.8509586.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\
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: VX028102.D\data.ms
4000000
3000000
2000000
10.055
1000000 4o 8.653 11.085
6.763 7171' g 8.507 9.458 10.305 0
L6 617/2(\% o, 7. ngﬁ@ /ﬁhaaa@ﬂ G%Emﬁﬁ@f’g.sd@wl @1 041510 6460 /% /\ 114]0%19
A e o AN AV ‘ :
Time--> 650 700 750 800 850 9.00 9.50 1000 1050 1100
Abundance TIC: VX028102.D\data.ms
4000000
3000000
12.244
2000000
12.024
1000000
616 ]&) 01 13.292 13.780
fi980_ 100 oaagedples 448 Bmazers o
0 ‘ T T T T ‘ T T T T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 1200 1250 1300 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\VX041422\
Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.746 413.77 ug/l 6284870  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 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 35
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 33
5 Pentane 72 C5H12 000109-66-0 28
Abundance Scan 108 (1.746 min): VX028102.D\data.ms (-103) (-) m/z 43.05 100.00%
43.0 h
5000
1.40 1.60 1.80 2.00
ol Al 7401070 177.02091  28L( ., 41,05  94.45%
m/z--> 0 50 100 150 200 250
Abundance #813: Butane, 2-methyl-
43.0
5000
1.40 1.60 1.80 2.00
m/z 42.10 88.17%
O 2‘()\ “ T H\ i”“‘\ \“ T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T
m/z--> 0 50 100 150 200 250
Abundance #752: 3-Buten-1-ol
42.0
1.40 1.60 1.80 2.00
5000 m/z 57.10 78.42%
o m 1730
e
miz--> 0 50 100 150 200 250
Abundance #5667: Butane, 1-chloro-2-methyl- A
57.0 1.40 1.60 1.80 2.00
m/z 39.05 37.86%
5000
m/z--> 0 50 100 150 200 250 1.40 1.60 1.80 2.0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 Pentane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.953 85.71 ug/l 1301890  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Isobutylene epoxide 72 C4H80 000558-30-5 47
3 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 42

4 Oxirane, ethyl- 72 C4H80 000106-88-7 40
5 1-Propene, 2-methoxy- 72 C4H80 000116-11-0 37

Abundance Scan 142 (1.953 min): VX028102.D\data.ms (-137) (-) m/z 43.05 100.00%

43.0
5000 ﬂ
“H‘W‘H“H‘w‘u‘_
‘ 241 ' 1.60 1.80 2.00 2.20
ol bl it 1280 1930 28l uyz 42.05 61.18%

m/z--> 50 100 150 200 250
Abundance #809: Pentane
43.0
5000

1.60 1.80 2.00 2.20
m/z 41.10 57.13%

0 ‘M\ ‘L‘ h‘ \3 L e e e B B s B B
miz--> 50 100 150 200 250
Abundance #783: Isobutylene epoxide
41.0

1.60 1.80 2.00 2.20
5000 m/z 39.05 23.48%

72.0
OJJM\LN R —
m/z--> 100 150 200 250
Abundance #725: Diaziridine,3,3-dimethyl-

1.60 1.80 2.00 2.20
m/z 57.05 17.92%

il

m/z--> 100 150 200 250 1.60 1.80 2.00 2.20

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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, 2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
2.782 70.07 ug/l 1064300  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Tetrahydrofuran 72 C4H80 000109-99-9 38
4 1-Pentene 70 C5H10 000109-67-1 28
5 Pyrrolidine 71 C4HON 000123-75-1 12

Abundance Scan 278 (2.782 min): VX028102.D\data.ms (-259) (-) m/z 43.05 100.00%

43.0
5000
71.1
‘ 2.40 2.60 2.80 3.00 3.20
ot e e 282 m/z 42,10 86.18%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000
71.0 2.40 2.60 2.80 3.00 3.20
m/z 41.05 46.72%
O\‘\:\L\S\.’O\‘\‘\\‘i}\‘\“{’\\i\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2044: Pentane, 2-methyl-
43.0
L
2.40 2.60 2.80 3.00 3.20
5000 ITI/Z 71.10 28.32%
71.0
15.0‘ ‘
0‘_m,umUH‘l‘,u‘wum_m_MWHWHWHWH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #763: Tetrahydrofuran
42.0 2.40 2.60 2.80 3.00 3.20
m/z 39.00 24.68%
5000 72.0
0 150‘\‘\ w\
L B o B R R o S RARRRRRRE R RRaREaaE L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\

Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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-methyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2.825 76.74 ug/l 1165590  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 94
2 Pentane 72 C5H12 000109-66-0 43
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 43
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 38
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 38
Abundance Scan 285 (2.825 min): VX028102.D\data.ms (-281) (-) m/z 43.10 100.00%
3.1
71.1
5000
‘ ‘ 2.60 2.80 3.00 3.20
b e e 2008 Mz 71010 56.82%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2045: Pentane, 2-methyl-
43.0
5000 71.0
2.60 2.80 3.00 3.20
m/z 41.10 44.24%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0
A
2.60 2.80 3.00 3.20
5000 m/z 42.10 43.68%
72.0
sl T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4475: Pentane, 3,3-dimethyl-
43.0 2.60 2.80 3.00 3.20
m/z 39.10 23.83%
71.0
5000
IR -3 S U WY B WO | W
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 1-Pentene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.867 104.11 ug/l 15813760  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 80
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 59
3 Cyclopentane 70 C5H1e 000287-92-3 56

4 2-Pentene, (E)- 70 C5H1e 000646-04-8 43
5 3-Buten-1-o0l 72 C4H80 000627-27-0 37

Abundance Scan 292 (2.867 min): VX028102.D\data.ms (-288) (-) m/z 42.10 100.00%

42.1

-

5000 70.1
‘ 2.60 2.80 3.00 3.20
ol 1828 py7 55,10 52.56%
m/z--> 0 20 40 60 80 100 120
Abundance #629: 1-Pentene
42.0
5000 LI L B I BN L
70.0 2.60 2.80 3.00 3.20
m/z 70.10 44.76%
Oze-bf
m/z--> 0 20 40 60 80 100 120
Abundance #656: Cyclopropane, ethyl-
42.0
R AR T
2.60 2.80 3.00 3.20
5000 m/z 41.10 40.57%

0

=
o
[=}
-
[=}
[=}

miz--> 0 20 40 60 80 100 120
Abundance #635: Cyclopentane R ARREEERE TS
42.0 2.60 2.80 3.00 3.20
m/z 39.10 32.72%
5000
70.0
o ||
ol L SIEETAN
m/z--> 0 20 40 60 80 100 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41422\
Data File : VX@28102.D

Acqg On : 14 Apr 2022 13:17

Operator JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, 3-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.105 96.71 ug/1 1469030  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
3 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 56
4 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 50
5 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 39
Abundance Scan 331 (3.105 min): VX028102.D\data.ms (-320) (-) m/z 57.10 100.00%
57.1
5000
“ 86.1 . 2.80 3.00 3.20 3.40
0L el AL 2068 s s6.10 81.61%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2049: Pentane, 3-methyl-
57.0
29.0
5000 I N RN R R R

2.80 3.00 3.20 3.40
m/z 41.10 61.69%
L ‘ J

10 860
\‘\\\1‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0

280300320340

o

29.0
P L L ——
m/z--> 0 20 40 60 80 100 120 140 160 180 200 N
Abundance #34256: Butyl isocyanatoacetate AREEEmERREREEE L
57.0 2.80 3.00 3.20 3.40
m/z 39.10 20.33%

29.0
- M
86 0
0 L 0 1140

m/z--> 0 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_X\Data\VX041422\
Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.306 194.92 ug/l 2960720  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
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 49
5 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 38
Abundance Scan 528 (4.306 min): VX028102.D\data.ms (-518) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1
‘ ‘ ‘ 84.0 4.00 4.20 4.40 4.60
N R ST AN B3 Sy P S U DET- SV OF
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1682: Cyclopentane, methyl-
568.0
41.0
5000 690 L A R R B R
4.00 4.20 4.40 4.60
m/z 69.10 45.14%
280 ‘ ‘ ‘ 84.0
O\\\’\\\\‘J\-?\.\O‘\\}H“\\\}J\‘\\\i‘\w‘\‘\\\‘\‘i\\\\‘\!\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1659: Cyclobutane, ethyl-
56.0
41.0 4.00 4.20 4.40 4.60
5000 m/z 39.10 28.03%
27.0
69.0
NINEE-SN | - S
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1502: 1H-Tetrazole, 5-methyl- R
56.0 4.00 4.20 4.40 4.60
27.0 m/z 55.05  26.24%
5000
42.0
‘ ‘ ‘ 84.0
0 u\,\m‘\u\‘mmul“,‘\‘m,\‘c ‘\‘\m‘\m‘\!u‘uu‘m
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 1,3-Pentadiene, 2-methyl-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.196 70.42 ug/l 1069590  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H1e 000926-54-5 90
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
3 1,4-Pentadiene, 2-methyl- 82 C6H10 000763-30-4 90
4 Cyclohexene 82 C6H10 000110-83-8 81
5 Cyclopentane, methylene- 82 C6H10 001528-30-9 81
Abundance Scan 674 (5.196 min): VX028102.D\data.ms (-649) (-) m/z 67.00 100.00%
67.0
39.0 s
M ‘ 4.80 5.00 5.20 5.40 5.60
Obrrrrrrodh i AL 980 2071 4, g2.ee  29.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1433: 1,3-Pentadiene, 2-methyl-, (E)-
67.0
5000 [TT T[T T T T T
39.0 4.80 5.00 5.20 5.40 5.60
m/z 39.05 20.93%
0 \H‘\‘\‘H‘ H‘MH‘\“\‘M\\\““‘\H\‘\H\’\H\’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1405: Cyclopentene, 1-methyl-
67.0
T T
4.80 5.00 5.20 5.40 5.60
5000 m/z 81.05 15.27%
39.0
0 ‘1‘5"9“;““;‘mh“u‘M‘u\“‘H“‘H‘,‘m,w_ww_m

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

Abundance #1421: 1,4-Pentadiene, 2-methyl-

67.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 14.08%

Il J\A

N R S U B PR A WO VAR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41422\
Data File : VX@28102.D

Acqg On : 14 Apr 2022 13:17

Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 unknown6.251 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.251 67.29 ug/l 17406090  1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentane, 2,2,4-trimethyl- 114 camis 000540-84-1 47

2 Propanoic acid, 2,2-dimethyl-, m... 116 C6H1202
3 1-Cyclopentyl-2,2-dimethyl-1-pro... 156 C10H200
4 1-Propanol, 2,2-dimethyl- 88 C5H120
5 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34

000598-98-1 40
337966-85-5 36
000075-84-3 36
127204-12-0 33

Abundance Scan 847 (6.251 min): VX028102.D\data.ms (-836) (-) m/z 57.10 100.00%

57.1
5000
991 6.00 6.20 6.40 6.60
Wy I | 207.2 9
0t i 5955 m/z S6.10 42.82%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
6.00 6.20 6.40 6.60
29.0 m/z 41.10 35.64%
‘ 99.0
O\‘\\\\‘\\\\‘\\\‘\\1\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9329. Propanoic acid, 2,2-dimethyl-, methyl ester
57.0
6.00 6.20 6.40 6.60
5000 m/z 59.00 31.04%
29.0
‘ | ‘ ‘850 116.0
o N LS et —
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #32980: 1- Cyclopentyl -2,2-dimethyl-1-propanol
57.0 6.00 6.20 6.40 6.60
m/z 55.10 25.02%
5000
29.0
b ALl Lo
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60

82X041222W.M Fri Apr 15 17:53:45 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N2403-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 115.05 ug/1 2867740 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 72
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
Abundance Scan 1830 (12.244 min): VX028102.D\data.ms (-1825) (- m/z 117.05 100.00%
117.1
5000
91.0 — 2
39.0 63.0 ‘ LW 12.00 12.50
0L bt M 2AL2163.L 2081y ;118,00 55.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 —r —
12.00 12.50
m/z 115.00  34.59%
39.0 63.0 9L.0
O-\1\5\-(‘)\‘\H“-HH\\““\‘\H”‘H“H“‘\H [T T T T [T T [T T T T[T [T7rT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0 Mf\
12.00 12.50
m/z 91.00 16.92%
5000 910 /
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 12.00 12.50
m/z 63.00 8.99%
5000
91.0
37-0 65.0
Y B Y N S —fa el
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
Data File : VX028102.D

Acqg On : 14 Apr 2022 13:17
Operator : JC/MD

Sample : N24e3-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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- .746 413. ug/l 6284870 .556 759468 50.
Pentane .953 85. ug/l 1301890 .556 759468 50.
Butane, 2,3-dim... .782 70. ug/l 1064300 .556 759468 50.
Pentane, 2-methyl- .825 76. ug/l 1165590 .556 759468 50.

NOURAWNNNERR
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1-Pentene 104. 1581370 .556 759468 50.
Pentane, 3-methyl- .105 96. ug/l 1469030 759468 50.
Cyclopentane, m... .306  194. ug/l 2960720 .556 759468 50.
1,3-Pentadiene,.. .196 70. ug/l 1069590 .556 759468 50.
unknown6.251 .251 67. ug/l 1740090 .763 1293070 50.
Indane 12.244  115. ug/l 2867740 12.024 1246330 50.
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