LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 37 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\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29642.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 42 rBV 133312 160690 9.11% 0.677%
2 1.368 43 46 52 rVB 155647 162576 9.21% 0.685%
3 1.752 103 109 123 rVB 1308940 1764695 100.00% 7.437%
4 1.953 137 142 153 rVB 92049 133699 7.58% 0.563%
5 2.130 166 171 178 rVB 14678 27117 1.54% 0.114%
6 2.215 180 185 192 rVB 28252 43111 2.44% 0.182%
7 2.343 192 206 211 rBV 239375 484762 27.47%  2.043%
8 2.386 211 213 221 rVB 43330 61304 3.47% 0.258%
9 2.569 236 243 256 rVB 7562 25109 1.42% 0.106%
10 2.782 266 278 283 rBV 454827 1021422 57.88% 4.305%
11  2.825 283 285 289 rVWW 154122 259917 14.73%  1.095%
12 2.867 289 292 302 rVB2 86383 171167 9.70% 0.721%
13 3.105 320 331 346 rBvV 222281 497460 28.19% 2.096%
14  3.733 427 434 443 rBV 9578 23002 1.30% 0.097%
15 3.837 443 451 458 rBv4 12419 31480 1.78% 0.133%
16 4.056 469 487 493 rBV 21980 70244 3.98% 0.296%
17 4.215 500 513 520 rBvV2 83175 253540 14.37% 1.068%
18 4.3066 520 528 539 rVW 165674 470984 26.69% 1.985%
19 4.440 539 550 563 rVB5 15714 61411 3.48% 0.259%
20 4.568 563 571 587 rVB 13060 39692 2.25% 0.167%
21 4.898 616 625 633 rBvV3 6543 21686 1.23% 0.091%
22 5.129 642 663 674 rBV6 31313 146893 8.32% 0.619%
23 5.391 694 706 714 rBV 150581 442719 25.09% 1.866%
24 5.477 714 720 725 rVW3 46823 142783 8.09% 0.602%
25 5.556 725 733 739 rVW2 271961 819809 46.46% 3.455%
26 5.623 739 744 765 rVB2 204412 626835 35.52% 2.642%
27 5.836 769 779 790 rVW4 24652 86189 4.88% 0.363%
28 5.958 790 799 806 rVW 156781 413632 23.44% 1.743%
29 6.044 806 813 824 rVvV 119981 329050 18.65% 1.387%
30 6.251 825 847 857 rVWW 204673 791171 44.83%  3.334%
31 6.361 857 865 877 rVB2 62417 178397 10.11% 0.752%
32 6.641 900 911 921 rVB 10472 32902 1.86% 0.139%
33 6.763 921 931 942 rBV 420952 1004547 56.92% 4.233%
34 6.855 942 946 954 rVB6 13119 31568 1.79% 0.133%
35 6.983 958 967 975 rBv4 15305 41459 2.35% 0.175%
36 7.178 992 999 1005 rvB2 17043 38955 2.21% 0.164%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 37 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\82X061822W.M
Title : SW846 8260
37 7.361 1021 1029 1041 rVB3 95952 257382 14.59%  1.085%
38 7.501 1041 1052 1057 rBV5 17835 49331 2.80% ©0.208%
39 7.562 1057 1062 1066 rBV3 14404 27655 1.57% 0.117%
40 7.653 1073 1077 1084 rVB3 10101 18310 1.04% 0.077%
41  7.775 1091 1097 1104 rVB2 29072 60233  3.41% 0.254%
42 7.885 1104 1115 1123 rBVS 19670 70668 4.00% 0.298%
43 7.988 1123 1132 1143 rVB 103097 222096 12.59% 0.936%
44  8.110 1143 1152 1162 rBV2 133886 301424 17.08%  1.270%
45  8.318 1180 1186 1193 rBV6 14261 34363 1.95% 0.145%
46 8.507 1210 1217 1225 rVB4 44605 95620 5.42% 0.403%
47  8.653 1225 1241 1249 rBV 829942 1399789 79.32% 5.899%
48 8.720 1249 1252 1258 rVB 16351 25573 1.45% 0.108%
49 8.958 1286 1291 1300 rVB 185789 313136 17.74% 1.320%
50 9.049 1300 1306 1311 rBV 168215 266485 15.10% 1.123%
51 9.104 1311 1315 1320 rVB 44439 72713  4.12% 0.306%
52 9.165 1320 1325 1329 rBV 24488 40294 2.28% 0.170%
53 9.311 1345 1349 1356 rBV5 9987 18137 1.03% 0.076%
54 9.433 1364 1369 1371 rBV 12729 20500 1.16% ©0.086%
55 ~9.513 1377 1382 1388 rvB3 23823 43101 2.44% 0.182%
56 9.763 1417 1423 1427 rBV3 11994 19082 1.08% 0.080%
57 10.055 1465 1471 1477 rBV 845217 1099522 62.31% 4.634%
58 10.128 1480 1483 1490 rvVv 21362 35477 2.01% 0.150%
59 10.195 1490 1494 1500 rvV 65984 88743 5.03% 0.374%
60 10.305 1504 1512 1517 rVB2 41975 75662 4.29% 0.319%
61 10.964 1614 1620 1627 rBV 550895 675397 38.27%  2.846%
62 11.079 1633 1639 1645 rBV 613168 823359 46.66% 3.470%
63 11.305 1671 1676 1686 rVB 502176 607801 34.44%  2.561%
64 11.616 1721 1727 1734 rBV 129796 168779 9.56% 0.711%
65 11.713 1734 1743 1747 rBV 14108 22087 1.25% 0.093%
66 11.866 1761 1768 1779 rBV 90224 111010 6.29% 0.468%
67 11.890 1770 1772 1781 rVB 71051 82584 4.68% 0.348%
68 12.024 1789 1794 1798 rVV 823694 1035691 58.69% 4.365%
69 12.061 1798 1800 1806 rVB 30343 32221 1.83% 0.136%
70 12.177 1814 1819 1824 rBV 30132 38675 2.19% 0.163%
71 12.244 1824 1830 1837 rVV2 1326938 1642994 93.10% 6.924%
72 12.317 1837 1842 1851 rVB2 101086 154373 8.75% 0.651%
73 12.408 1851 1857 1861 rBV 128854 158730 8.99% 0.669%
74 12.469 1861 1867 1873 rVB2 155532 226058 12.81% ©.953%
75 12.616 1883 1891 1893 rBV 26864 40522 2.30% ©0.171%
76 12.646 1893 1896 1900 rVV 62972 78364 4.44% 0.330%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 37 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\82X061822W.M

Title : SW846 8260

77 12.701 1900 1905 1912 rVVW 626642 834801 47.31% 3.518%
78 12.762 1912 1915 1919 rVB 18205 21508 1.22% ©.091%
79 12.841 1919 1928 1933 rVB 50896 70367 3.99% 0.297%
80 12.921 1933 1941 1947 rBV 275544 362131 20.52% 1.526%
81 13.030 1954 1959 1965 rVB2 52094 81602 4.62% 0.344%
82 13.140 1967 1977 1980 rBV2 78252 129626 7.35% 0.546%
83 13.170 1980 1982 1984 rVvV 40453 45345 2.57% 0.191%
84 13.195 1984 1986 1990 rVB 41241 42533 2.41% 0.179%
85 13.292 1998 2002 2007 rVV2 46549 66474 3.77% ©.280%
86 13.347 2007 2011 2016 rVvV2 32778 43548 2.47% 0.184%
87 13.427 2020 2024 2031 rVB2 24931 33818 1.92% ©0.143%
88 13.548 2040 2044 2047 rBV 46892 56337 3.19% 0.237%
89 13.579 2047 2049 2052 rVwV 39901 41432 2.35% 0.175%
90 13.622 2052 2056 2057 rVWW2 37756 46864 2.66% ©0.197%
91 13.640 2057 2059 2068 rVB 60210 94297 5.34% 0.397%
92 13.853 2090 2094 2099 rVB2 28835 36012 2.04% 0.152%
93 13.926 2099 2106 2110 rBV2 28893 44760 2.54% 0.189%
94 14.323 2166 2171 2176 rBV 43053 55866 3.17% ©.235%
95 14.378 2176 2180 2185 rVB4 13645 19449 1.10% ©0.082%
96 14.597 2210 2216 2220 rBV 34858 48343 2.74% 0.204%
97 14.786 2241 2247 2254 rBV2 43770 68978 3.91% ©.291%
98 15.987 2439 2444 2450 rVB2 10698 18621 1.06% ©.078%

Sum of corrected areas: 23728630
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N3354-05
: 5.0mL/MSVOA_X/WATER
. 37

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\

: VX029642.D
: 21 Jun 2022 05:45

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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.
1.752 107.63 ug/l 1764700  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 43
4 Propane, 2-methyl-2-nitro- 103 C4HSNO2 000594-70-7 10
5 Butane, 2-nitro- 103 C4HO9NO2 000600-24-8 10
Abundance Scan 109 (1.752 min): VX029642.D\data.ms (-103) (-) m/z 43.10 100.00%
43.1
57.0
5000
500 72‘.1 1.40 1.60 1.80 2.00
36.1,||/, 50 65.0 o
O Freprrrrprrrr e R b e e m/z 42,05 87.20%
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 /L\‘\\\\‘\\\\‘\\\\‘\\\\‘\
29.0 1.40 1.60 1.80 2.00
‘ m/z 41.05 86.29%
O Il

72.0
15.0 ‘ 50.0 |
H‘\\H‘HH‘HH‘\\H‘HH‘HH‘HH‘\ \‘HH‘\H\‘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
42.0
31.0

1.40 1.60 1.80 2.00

5000 ITI z 57.05 79.48%
. 15.0 500570 720
T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane TS
43.0 1.40 1.60 1.80 2.00

m/z 56.10  27.27%

27 0 57.0

72.0

15.0 500 | 65.0
0 \\\\\\\ HH it ey s e emem—

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

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Butane, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.782 62.30 ug/l 1021420  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 Pyrrolidine 71 C4HON 000123-75-1 10
4 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 10
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 9
Abundance Scan 278 (2.782 min): VX029642.D\data.ms (-266) (-) m/z 43.05 100.00%
5000
71.1
| 55.1 86.2 2.40 2.60 2.80 3.00 3.20
0Lttt m/z 42.18 85.36%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L L L L L B B I
71.0 2.40 2.60 2.80 3.00 3.20
970 m/z 41.05 38.23%
. 55.0
O\\\‘\\\\‘]\-\5\-0\‘\\\‘\“\\\\‘i\}\\‘\‘\‘i\‘\\\\‘\\\\‘\g\ell\()‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance
43.0
2.40 2.60 2.80 3.00 3.20
5000 m/z 71.10 28.88%
27.0 71.0
2.0 15.0 57.0 86.0
e | Rm S Sy
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #692: Pyrrolidine R BERAEEE SRS
43.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 15.68%
70.0
5000
28.0 A
AN -0 O 0 N A U0 L
m/z--> 0O 10 20 30 40 50 60 70 80 90 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\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45

Operator JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Pentane, 2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
2.825 15.85 ug/l 259917  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 33
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 33
4 Butane, 1-chloro-3-methyl- 106 C5H11C1 000107-84-6 28
5 Pyruvic acid, butyl ester 144 C7H1203 020279-44-1 25
Abundance Scan 285 (2.825 min): VX029642.D\data.ms (-283) (-) m/z 43.10 100.00%
71.1
5000 57.1
2.60 2.80 3.00 3.20
o 85.0 ;
-+ttt m/z 71.10 71.40%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 L B L I LN B
2.60 2.80 3.00 3.20
27.0 570 m/z 57.10 43.46%
’ 86.0
O\\‘]\-\5\.(\)‘\\\‘\“\\\\‘i\}\\‘\\H‘\‘\\\\L{\\\‘\\}\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
2.60 2.80 3.00 3.20
5000 m/z 41.10 39.67%
57.0 71.0
27.0 85.0
99.0
| S Al
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4998: 1-Butanol, 2-ethyl-
43.0 2.60 2.80 3.00 3.20
m/z 70.10 35.15%
5000 70.0
55.0
29.0
H ‘ 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.105 30.34 ug/l 497460  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 43
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 42
5 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 39
Abundance Scan 331 (3.105 min): VX029642.D\data.ms (-320) (-) m/z 57.10 100.00%
57.1
41.1
5000
R EEAsRREEESEEEE
| ‘ 711 8o 2.80 3.00 3.20 3.40
0L rrrprrrrprereprrr e gl eeethe b e M/z 56,10 85.84%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #2050: Pentane, 3-methyl-
57.0
41.0
5000 L L A IR B
270 2.80 3.00 3.20 3.40
m/z 41.10 58.30%
ol 120 | ‘ , ™0 sso
\H’HH’HH’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
430 L L B R B R
85.0 2.80 3.00 3.20 3.40 ;
5000 m/z 43.10 23.40%
29.0
0 15.0 71.0 99.0
e AR RARE E
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8640: Hexane, 3,4-dimethyl-  ARREEEAREEE SRR
56.0 2.80 3.00 3.20 3.40
m/z 39.10 13.92%
41,0
5000 85.0
27.0
ol,2o L, 700 | 99.0 114.0
e e e e e e  EARammssEEEE S
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Pentane, 2,4-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4,215 15.46 ug/l 253540  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 52
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 50

Abundance Scan 513 (4.215 min): VX029642.D\data.ms (-500) (-) m/z 43.10 100.00%

43.1
5000
85.2

” 3.80 4.00 4.20 4.40 4.60
bl S L m/z 57.18 97.33%

67. 1
m/z--> 20 40 60 80 100 120 140
Abundance #4479: Pentane, 2,4-dimethyl-
43.0
5000 85_0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

3.80 4.00 4.20 4.40 4.60
270 m/z 56.10 53.07%

0 H ‘\\ miin 690 1010
\\\‘\\\\‘\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance

43.0

3.80 4.00 4.20 4.40 4.60

5000 85.0 m/z 41.10  49.27%
69.0
. 27,0 1030 129.0 147.0
L ot da i e
miz--> 20 40 60 80 100 120 140
Abundance #4467: Hexane, 2-methyl- B RN
43.0 3.80 4.00 4.20 4.40 4.60

m/z 85.20 31.52%

5000
85.0
27.0
o [ 890 | 1010

m/z--> 20 40 60 80 100 120 140 3.80 4.00 4.20 4.40 4.60

82X061822W.M Tue Jun 21 17:08:14 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Cyclopentane, methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.306 28.73 ug/l 470984  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 64
3 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 64

4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 64
5 1-Octene, 7-methyl- 126 CSH18 013151-06-9 40

Abundance Scan 528 (4.306 min): VX029642.D\data.ms (-520) (-) m/z 56.05 100.00%

56.0
5000 41.1 69.1
‘ ‘ 84.1 4.00 4.20 4.40 4.60
0m‘mwkuu‘mwuum“mh“mwu‘wmwm m/z 69.10  48.52%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 RN RAARS
4.00 4.20 4.40 4.60

m/z 41.10  45.55%
‘ “ \H‘

28.0 84.0
“‘\““\]‘-?‘(‘)\“M‘\‘“‘\““\““\“‘M““\‘!“\““\““
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
56.0

41.0 4.00 4.20 4.40 4.60
5000 m/z 55.05 24.74%

27.0
69.0
0 1.0 150 84.0
R RN R RS R e A RARRRRRRE
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0

4.00 4.20 4.40 4.60
m/z 39.10 18.48%

41.0 69.0
5000 83.0
27.0
0 M ‘ “ Ly ‘ H‘ | 98\0

m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Pentane, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.623  38.23 ug/l 626835  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 47
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 35
4 Heptane 100 C7H16 000142-82-5 32
5 Silane, trichlorodocosyl- 442 C22H45C13Si 007325-84-0 27
Abundance Scan 744 (5.623 min): VX029642.D\data.ms (-739) (-) m/z 56.10 100.00%
56.1
43.1
5000 71.1
e EARNaARRE
| ‘ 85.1 1001 5.40 5.60 5.80 6.00
Ot e e e e m/z 43.10  69.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000 \\\\\‘\\\\‘\\\\‘\\\\‘\\\
290 71.0 5.40 5.60 5.80 6.00
m/z 57.10 64.84%
0 \\\‘\\\\‘\\\‘\‘\\\\“!}\\‘\‘\‘ }‘\\\\li\\\‘S\E\.\O‘\\]_\o\(‘)\.(\)\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
28.0 56.0
 EARMmRRRE e
5.40 5.60 5.80 6.00
5000 m/z 41.10 54.47%
42.0
15.0
Ot el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4465: Hexane, 3-methyl- R
43.0 5.40 5.60 5.80 6.00
m/z 71.10 39.38%
57.0 71.0
5000
29.0
0l 150 \‘ L 880 1000 \
R o R RBARaaasEas T ARRREEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00

82X061822W.M Tue Jun 21 17:08:16 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.251  39.38 ug/l 791171 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
2 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
4 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 59
Abundance Scan 847 (6.251 min): VX029642.D\data.ms (-825) (-) m/z 57.10 100.00%
57.1
5000
w‘ 99.2 6.00 6.20 6.40 6.60

o‘_m_wwf”“““7‘9‘4”‘\m‘_m_m_ m/z 56.05  36.14%

m/z--> 0 20 60 80 100 120 140 160
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0

5000 B A .
6.00 6.20 6.40 6.60

41.10  24.97%

290 m/z
0 2.0 | ‘ 770 9%0
\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160
Abundance
57.0

6.00 6.20 6.40 6.60

5000 m/z 43.10 16.25%
85.0
0 290 113.0 141.0
e o s L e
m/z--> 0 20 40 60 80 100 120 140 160 K
Abundance #8654: Hexane, 2,2-dimethyl- ‘ ARRARaREE SR
57.0 6.00 6.20 6.40 6.60

m/z 39.05 7.88%
5000
29.0

99.0

X T 7 S (5 UVA WV A VS N Y|
m/z--> 0 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45

Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Pentane, 2,3,4-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.988 11.05 ug/l 222096 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 78
4 Hexanoic acid, 1,1-dimethylpropy... 186 C11H2202 116423-69-9 74
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 74
Abundance Scan 1132 (7.988 min): VX029642.D\data.ms (-1123) (-) m/z 43.05 100.00%
43.0 71.1
5000
57.1
H " 7.60 7.80 8.00 8.20 8.40
Ol 990 AL myz 71010 93.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 | L AL B
7.60 7.80 8.00 8.20 8.40
270 570 m/z 70.10  64.86%
0 I \“‘ 1 97.0 114.0
H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
71.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 41.05 25.30%
57.0
29.0
0.,15.0 850 990 114.0
SRR R RN R B R R R RRREN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14575: Hexane, 3,3,4-trimethyl- R e R R R
43.0 57.0 71.0 7.60 7.80 8.00 8.20 8.40
m/z 55.10 22.48%
5000
29.0
99.0
0 e 850 | 11301280
T e e e e e e e e e AERR RRRR SRR A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20 8.40

82X061822W.M Tue Jun 21 17:08:18 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.110 15.00 ug/l 301424  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 50
Abundance Scan 1152 (8.110 min): VX029642.D\data.ms (-1143) () | m/z 43.10 100.00%
3.1
71.1
57.1
5000 85.1
‘ ‘ 99.1 7.80 8.00 8.20 8.40
0l rrrprrerrrrerprere bbb el ol e m/z 71,100 72.18%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T T T T T T T T T
57.0 7.80 8.00 8.20 8.40
270 85.0 m/z 70.10  60.49%
0 . | H “M \‘ 1N \‘ 99\0 113.0
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
710 7.80 8.00 8.20 8.40
5000 57.0 ' 85.0 m/z 57.10 55.84%
29.0
0 15.0 99.0
T T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4468: Hexane, 3-methyl-
43.0 7.80 8.00 8.20 8.40
m/z 85.10 48.07%
5000 70.0
29.0
15.0 M 85.0 100.0
O v e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.80 8.00 8.20 8.40

82X061822W.M Tue Jun 21 17:08:19 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 11 Di-sec-Butyl ether Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.958 14.24 ug/l 313136 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 91
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
3 Diethyl carbitol 162 C8H1803 000112-36-7 47
4 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 45
5 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 42
Abundance Scan 1291 (8.958 min): VX029642.D\data.ms (-1286) (-)| m/z 45.85 100.00%
45.0
101.1
5000 50.0
R Raas e maman T
87'0 5o 8.60 8.80 9.00 9.20
O reerrprre b el e b 232523303 0 s 57,10 99.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15680: Di-sec-Butyl ether
45.0
5000 R RN UL B
101.0 8.60 8.80 9.00 9.20
59.0
29.0 m/z 101.18  60.58%
83.0
oL180 | | L ~115.0130.0
H‘\H\‘HH‘HH‘HH‘HH‘\\\\’HH’HH’HH’HH’H\\’HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0
e A Amana aa
8.60 8.80 9.00 9.20
5000 m/z 59.05 41.33%
41.0
2710 101.0
0 1 73.0 87.0 115.0 130.0
T e e I e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #38389: Diethyl carbitol T
45.0 8.60 8.80 9.00 9.20
m/z 41.05 39.13%
5000 72.0
31.0
o 150 h“ I  89010301,7
T e e e e e R REAEERRGNE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20

82X061822W.M Tue Jun 21 17:08:20 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 3-Pentanol, 3-ethyl-2-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.049 12.12 ug/1 266485  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 91
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 72
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
4 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 45
5 2-t-Butyl-5-methyl[1,3]dioxolan-... 158 C8H1403 130930-47-1 45
Abundance Scan 1306 (9.049 min): VX029642.D\data.ms (-1300) (-) m/z 45.10 100.00%
451
101.1
5000
59.0
o ARARERREREEEEE
83"1 115.2 8.80 9.00 9.20 9.40
Obrrrrrrrrerprrebier el AE921300 57 05 98.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15681: Di-sec-Butyl ether
45.0
5000 290 LA L I L I LR U
56,0 101.0 8.80 9.00 9.20 9.40
' m/z 101.05 58.35%
o “m i H“ 830 11501300
H‘\H\‘HH’H\\‘\H\‘HH‘\\H‘HH‘HH’\H\‘HH‘HH‘\\H‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
45.0
EAEERDEREESEE
8.80 9.00 9.20 9.40
87.0 1010 .
5000 m/z 41.10 37.85%
29.0 33.0
15.0 73.0
o 0 1 PR A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)- R SRAARERREEA S
57.0 8.80 9.00 9.20 9.40
m/z 59.05 34.29%
5000
41.(
2710 101.0
7.
0 \“ | 730870 115.0 130.0
T e e e e e e P G e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

82X061822W.M Tue Jun 21 17:08:20 2022 Page: 16



Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\

VX029642.D
: 21 Jun 2022 05:45
JC/MD
: N3354-05
: 5.0mL/MSVOA_X/WATER
: 37 Sample Multiplier: 1

Library Search Compound Report

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Benzene, 2-propenyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.244  79.32 ug/l1 1642990 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 59
5 Deltacyclene 118 C9H1e 007785-10-6 58

Abundance Scan 1830 (12.244 min): VX029642.D\data.ms (-1824) (- | m/z 117.10 100.00%
117.1
5000
91.1 —— —
39.0 63.1 ‘ ‘ 134.2 12.00 12.50
omw‘H‘_mm”um‘,HH_HM,‘ m/z 118.10  56.07%
m/z--> 20 100 120 140
Abundance #10192.Benzene,2¢wopenw-
117.0
5000 ro ——
91.0 12.00 12.50
39.0 65.0 m/z 115.10  33.56%
O\\\\‘\\\\““\\‘1\“‘\‘\\\“‘\\“}\"‘\\\M‘\\\\’\
m/z--> 20 80 100 120 140
Abundance
117.0
12.00 12.50
5000 m/z 91.10 19.07%
39.0 g0 91.0
13.0 74.0
ol el e b Rl M
miz--> 20 80 100 120 140
Abundance #10195: Benzene, cyclopropyl- —— Al
117.0 12.00 12.50
m/z 119.10 16.65%
5000
91.0
o 2o P01
m/z--> 20 80 100 120 140 12.00 12.50

82X061822W.M Tue Jun 21 17:08:21 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45

Operator JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.701 40.30 ug/l 834801 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 90
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87

Abundance Scan 1905 (12.701 min): VX029642.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000
91.1
39.1 63.0 ‘ I Li 12.50 13.00
ot m/z 115.05  31.33%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.50 13.00
91.0 m/z 132.15  28.05%
51.0 1
O ‘2\7‘\‘0\\“ T \“i \‘,W \7\4\9‘ T \“\ T ‘H“\ T H‘ T }ﬁ‘?’\o‘ T
miz-> 20 40 60 80 100 120 140
Abundance
117.0
— SN
12.50 13.00
5000 m/z 91.10 14.29%
1.
39.0 65.0 910 133.0
] N MRS || M (MM
m/iz--> 20 40 6 80 100 120 140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0 12.50 13.00
m/z 118.05 9.75%
5000
91.0
O S v e
m/z--> 20 40 60 80 100 120 140 12.50 13.00

82X061822W.M Tue Jun 21 17:08:22 2022

Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.921 17.48 ug/l 362131 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 1941 (12.921 min): VX029642.D\data.ms (-1933) (- m/z 119.20 100.00%
119.2
5000
91.1
391 651 ‘ | 132 13.00
o) N MY W PSS PSS U 1 m/z 134.20  46.82%
miz-> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 J\ T T
13.00
m/z 91.10 17.42%
910 135.0
O \]-\5\-0‘ T ‘\ \\4%.9\ ‘\‘ T ‘6?.\()\ \“‘ UL ‘h\‘\ \‘\‘l T \\%‘\.‘ L
miz-> 20 40 60 80 100 120 140
Abundance
SR AT Y
e
13.00
5000 m/z 120.10 10.08%
91.0
ol 150 390 650 135.0
e B o  ma
m/iz--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- A (A
119.0 13.00
m/z 133.20 8.65%
5000
41.0 910 135.0
0 ““‘M“‘x‘w‘ﬁﬁe“M‘ w“pﬂ“Wl“?M““‘ (\“AAJ¥A$AA
m/z--> 20 40 60 80 100 120 140 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029642.D

Acqg On : 21 Jun 2022 05:45
Operator : JC/MD

Sample : N3354-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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- 1.752 107.6 ug/l 1764700 1 5.556 819809 50.0
Butane, 2,3-dim... 2.782 62.3 ug/l 1021420 1 5.556 819809 50.0
Pentane, 2-methyl- 2.825 15.9 wug/l 259917 1 5.556 819809 50.0
Pentane, 3-methyl-  3.105 30.3 wug/l 497460 1 5.556 819809 50.0
Pentane, 2,4-di... 4.215 15.5 wug/l 253540 1 5.556 819809 50.0
Cyclopentane, m... 4.306 28.7 wug/l 470984 1 5.556 819809 50.0
Pentane, 2,3-di... 5.623 38.2 ug/l 626835 1 5.556 819809 50.0
Butane, 2,2,3,3... 6.251 39.4 ug/l 791171 2 6.763 1004550 50.0
Pentane, 2,3,4-... 7.988 11.1 ug/l 222096 2 6.763 1004550 50.0
Pentane, 2,3,3-... 8.110 15.0 ug/l 301424 2 6.763 1004550 50.0
Di-sec-Butyl ethe 8.958 14.2 wug/l 313136 3 10.055 1099520 50.0
3-Pentanol, 3-e... 9.049 12.1 wug/l 266485 3 10.055 1099520 50.0
Benzene, 2-prop... 12.244 79.3 ug/l 1642990 4 12.024 10356990 50.0
Benzene, 1-ethe... 12.701 40.3 ug/l 834801 4 12.024 1035690 50.0
Benzene, 1,2,3,... 12.921 17.5 ug/l 362131 4 12.024 1035690 50.0
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