LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042622W.M
Title : SW846 8260
Signal : TIC: VN@72328.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.234 34 42 50 rBV2 41933 108895 1.22% 0.190%
2 2.416 66 73 103 rBvV 823341 2042230 22.94% 3.568%
3 6.493 750 766 783 rBV3 187773 669805 7.53% 1.170%
4 8.016 1015 1025 1029 rBV 185652 449050 5.05% ©.785%
5 8.075 1029 1035 1045 rVV2 480611 1304271 14.65% 2.279%
6 8.175 1045 1052 1062 rVB 101439 251349 2.82% 0.439%
7 8.292 1062 1072 1081 rBV 368824 852854  9.58%  1.490%
8 8.434 1088 1096 1106 rVB2 207526 471511 5.30% 0.824%
9 8.563 1107 1118 1125 rBVS 48520 129530 1.46% 0.226%
10 8.822 1152 1162 1171 rBV 133009 279156 3.14% 0.488%

11 8.963 1177 1186 1204 rBV 518582 1073483 12.06%
12 9.457 1256 1270 1277 rBV2 81418 183527 2.06%
13 10.439 1429 1437 1441 rBV 849381 1537569 17.27%
14 10.504 1441 1448 1461 rVV 4724242 8900570 100.00% 15.
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15 10.616 1462 1467 1477 rVB 91626 183683 2.06% 321%
16 11.286 1573 1581 1585 rBV2 52739 95776 1.08% 0.167%
17 11.339 1585 1590 1596 rVB4 59178 106835 1.20% ©.187%
18 11.522 1613 1621 1633 rVB4 112688 320202 3.60% ©.559%
19 11.622 1633 1638 1643 rBV 110898 173141 1.95% ©0.303%
20 11.739 1651 1658 1669 rVB 842534 1482872 16.66%  2.591%
21 11.839 1669 1675 1679 rBV 80166 147350 1.66% ©.257%
22 11.951 1684 1694 1703 rVV3 718183 1553275 17.45%  2.714%
23 12.027 1703 1707 1712 rVB4 79174 142356 1.60% 0.249%
24 12.275 1747 1749 1757 rVB 176326 256804  2.89%  0.449%
25 12.363 1757 1764 1769 rVB 195886 303963 3.42% ©.531%
26 12.480 1774 1784 1795 rVV8 201964 706112  7.93%  1.234%
27 12.574 1795 1800 1803 rVV3 68081 148949 1.67% ©.260%
28 12.651 1803 1813 1816 rVVv2 243228 666871  7.49% 1.165%
29 12.680 1816 1818 1821 rVV 232306 263371 2.96% 0.460%
30 12.727 1821 1826 1830 rVW 706077 1207256 13.56% 2.109%
31 12.763 1830 1832 1836 rVV 206068 244326 2.75%  ©.427%
32 12.816 1837 1841 1845 rVWw4 56298 91519 1.03% 0.160%
33 12.910 1849 1857 1862 rVB3 143370 356628 4.01% 0.623%
34 12.974 1862 1868 1872 rBV2 422613 786511  8.84% 1.374%
35 13.045 1872 1886 1887 rVVv2 1675589 3298025 37.05% 5.763%

36 13.104 1887 1890 1895 rVB2 164085 234371  2.63% 0.410%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042622W.M
Title : SW846 8260
37 13.216 1900 1909 1915 rBV3 209950 626211 7.04% 1.094%
38 13.280 1915 1920 1927 rVB2 395258 665530  7.48% 1.163%
39 13.363 1927 1934 1939 rBV 771651 1289389 14.49% 2.253%
40 13.457 1947 1950 1953 rBV3 66709 99369 1.12% 0.174%
41 13.492 1953 1956 1960 rVB3 123869 176047 1.98% 0.308%
42 13.557 1960 1967 1971 rBV4 400037 789489 8.87% 1.379%
43 13.598 1971 1974 1978 rBV3 185548 221766 2.49% 0.387%
44 13.669 1981 1986 1995 rVB2 959175 1864787 20.95%  3.258%
45 13.739 1995 1998 2003 rVB 209233 269860 3.03% 0.472%
46 13.833 2004 2014 2015 rBV7 92624 243942 2.74% 0.426%
47 13.863 2015 2019 2023 rBV2 339022 503413 5.66% ©0.880%
48 13.904 2023 2026 2030 rVB2 142932 192029 2.16% 0.336%
49 13.986 2035 2040 2046 rBV 1410491 2183012 24.53% 3.814%
50 14.069 2051 2054 2057 rVV 189313 313806 3.53% 0.548%
51 14.127 2060 2064 2065 rVV 206959 288866  3.25%  0.505%
52 14.151 2066 2068 2073 rVV3 272637 462062 5.19% 0.807%
53 14.210 2074 2078 2082 rVV 287269 473616 5.32% 0.828%
54 14.251 2083 2085 2091 rVB4 105290 159382 1.79% 0.278%
55 14.321 2091 2097 2102 rBV2 356925 600906 6.75% 1.050%
56 14.380 2103 2107 2113 rVB6 84041 173192 1.95% 0.303%
57 14.463 2113 2121 2122 rBV6 133411 272721 3.06% 0.477%
58 14.504 2123 2128 2132 rVvV3 371657 691848 7.77%  1.209%
59 14.539 2132 2134 2137 rVV3 133433 188183 2.11% 0.329%
60 14.574 2137 2140 2143 rVB 147804 190452 2.14% 0.333%
61 14.645 2143 2152 2161 rVB 879546 1879047 21.11%  3.283%
62 14.721 2161 2165 2167 rBVS5S 86925 126255 1.42% 0.221%
63 14.810 2175 2180 2181 rBV 151138 222535 2.50% ©.389%
64 14.839 2181 2185 2191 rVB3 352617 615617 6.92% 1.076%
65 14.921 2191 2199 2205 rBv4 353304 1011298 11.36% 1.767%
66 15.080 2221 2226 2232 rVB 209913 387497 4.35% 0.677%
67 15.186 2240 2244 2249 rVB5 82776 125008 1.40% 0.218%
68 15.310 2260 2265 2271 rVB3 94749 207228 2.33% 0.362%
69 15.463 2286 2291 2295 rBV6 51007 105681 1.19% 0.185%
70 15.557 2302 2307 2311 rVB2 61861 100211 1.13% 0.175%
71 15.692 2327 2330 2341 rVB5 78606 172862 1.94% 0.302%
72 15.798 2341 2348 2357 rBV4 51513 138438 1.56% 0.242%
73 16.010 2380 2384 2395 rVB3 95699 195282 2.19% 0.341%
74 16.315 2427 2436 2458 rBV 3901632 7979416 89.65% 13.943%

Sum of corrected areas: 57230249
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Data Path :
Data File
Acqg On
Operator
Sample
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ALS vial

Quant Metho
Quant Title

TIC Library
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LSC Report - Integrated Chromatogram
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 1-Propene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.416  78.29 ug/l 2042230  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 91
2 2-Butene 56 C4H8 000107-01-7 72
3 2-Butene, (Z)- 56 C4H8 000590-18-1 53
4 Cyclobutane 56 C4H8 000287-23-0 49
5 1-Butene 56 C4H8 000106-98-9 49
Abundance  Scan 73 (2.416 min): VN072328.D\data.ms (-66) (-) m/z 41.10 100.00%
41.1
56.0
5000
N A A e
‘ 50.0 2.20 2.40 2.60 2.80
Ol bbb e m/z 39,10 60.89%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #208: 1-Propene, 2-methyl-
41.0
5000 560 L L L L I B B B
2.20 2.40 2.60 2.80
28.0 m/z 56.05 54.85%
] 15.0 H‘ l 50.0
O\HH\\‘\\H‘\\H’\H\}HH‘HHMH\‘HH‘\}H‘}H‘HH“\M‘”H‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #194: 2-Butene
41.0
N A RAE SIS
28.0 2.20 2.40 2.60 2.80
5000 56.0 m/z 55.05 21.59%
14.0 50.0
0‘H‘HWHH_‘H“Hﬂm‘wuuﬂulwkwdhl1H_HdldhmH_HW‘
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #206: 2-Butene, (2)- B BT
41.0 2.20 2.40 2.60 2.80
m/z 40.05 13.81%
5000 56.0
27.0
15.0 50. ‘
o‘mm_‘H‘m‘,w;www!”!wﬁ”w:‘ww}m_wuw e ——
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2-Propanethiol, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.493 25.68 ug/l 669805  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanethiol, 2-methyl- 90 C4H1esS 000075-66-1 58
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 43
3 2-Butanethiol 90 C4H1es 000513-53-1 38
4 Propane, 2-methyl-2-nitro- 103 C4HSNO2 000594-70-7 37
5 Allyl chloride 76 C3H5C1 000107-05-1 16
Abundance Scan 766 (6.493 min): VN072328.D\data.ms (-750) (-) m/z 41.05 100.00%
41.0 57.1
5000 90.1
750 L L IR R B R
‘ ‘ 6.20 6.40 6.60 6.80
0 "‘_"‘_"‘_"‘_‘uum‘u;w“H‘Hwaw”w m/z 57.10  91.39%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2635: 2-Propanethiol, 2-methyl-
43.0 57.0
5000 29.0 9.0 L S ——
6.20 6.40 6.60 6.80
75.0 m/z 39.10 45.67%
O\\\‘\\\\‘J\-ﬁ\.\o‘\\\‘}‘\\\}il\‘\‘\“\\HN‘\\\\‘\\\\‘\\\\‘w\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #210: 1-Propene, 2-methyl-
41.0
aEa e ANRRERR R
6.20 6.40 6.60 6.80
5000 56.0 m/z 90.10  44.38%
28.0
0 H‘%Q‘w%ﬁq‘HJM_‘HW1‘Hwﬂﬁu‘u“_“w“u“u“
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2618: 2-Butanethiol e AR R
41.0 57.0 6.20 6.40 6.60 6.80
29.0 90.0 m/z 56.10 19.68%
5000 /k
75.0
0 150 e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Hexane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.292  32.69 ug/l 852854  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Heptane 100 C7H16 000142-82-5 80
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 53
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1072 (8.292 min): VN072328.D\data.ms (-1062) (-) m/z 43.10 100.00%

43.1
571 71.1
5000
H\‘HH‘HH‘H\/\\’_’FTT\
“ ‘ 85.1 100.2 8.00 8.20 8.40 8.60
0L gl et e e m/z 71,180 59.73%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0 LB B B e e e
29.0 8.00 8.20 8.40 8.60
m/z 70.10 59.61%
50 | || es0 1000
0 \H’HH’HH’\\}\‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
q° JAVVN
R AR RS
8.00 8.20 8.40 8.60
5000 570 710 m/z 41.10  55.92%
29.0 100.0
o
e aaa
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8647: Hexane, 2,3-dimethyl- N RaRRamEa s
43.0 8.00 8.20 8.40 8.60
m/z 57.10 55.48%
70.0
5000
270
oL, 20 H 85.0 99.0 114.0
HWH‘WH‘WH‘WHH‘HH‘HH‘HH‘HH‘HHM‘HM‘H_‘HM‘ R T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Cyclopentane, 1-methyl-2-pr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.480 23.81 ug/l 706112  Chlorobenzene-d5 11.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-2-propyl- 126 CSH18 003728-57-2 60
2 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 46
3 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 43
4 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 38
5 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 38

Abundance Scan 1784 (12.480 min): VN072328.D\data.ms (-1774) (- m/z 57.10 100.00%
57.1

b

5000 8.1
1]
o “HJHWHWJ‘HWwWHwwa”ww m/z 41.85 71.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13272: Cyclopentane, 1-methyl-2-propyl-
55.0
5000 T
84.0 12.50
’ 126.0 m/Z 55.05 63.12%
0‘%‘4‘\9 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13270: Cyclopentane, (2-methylpropyl)-
41.0
83.0 T
12.50
5000 m/z 69.10 53.07%
L] e
O bbbl lle bbb e prer e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance : . .

#321012: 4-Heptafluorobutyryloxyhexadecane ‘
55.0 12.50

m/z 98.10 46.24%

350 1690 2240  gp( W JKJ\MJ\L%
J

m/z--> 20 40 60 80 100120140160180200220240260280 12.50

5000

26/0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Nonane, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.651  22.49 ug/l 666871  Chlorobenzene-d5 11.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 80
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 59
3 Octane, 2,5-dimethyl- 142 C1eH22 015869-89-3 53
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 53
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
Abundance Scan 1813 (12.651 min): VN072328.D\data.ms (-1803) (- m/z 57.10 100.00%
57.1
5000 mh
98.1
12.50 13.00
125.2 142.2
oHH‘HH‘i‘e‘“‘M‘m‘HH‘WH_‘W“M m/z 43.10  79.53%
miz-> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
so0o BT
4110 : :
98.0 m/z 71.10  43.80%
O T \1\5\.()‘ T ‘\‘\ \“‘} T \‘M“ T \‘} ‘8‘21‘0‘ T T \H T ]‘-2\6\.0\]\-4‘.‘2\.0\\
miz-> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
= ey
12.50 13.00
5000 m/z 70.05 42.98%
4110
‘ 99.0
0\\\\‘2\5@”“‘1\\‘1“\\‘1\8‘3\'(\)\\H‘HH‘HH‘\H
miz--> 20 40 60 80 100 120 140
Abundance #22090: Octane, 2,5-dimethyl- T T
57.0 12.50 13.00
m/z 41.10 37.92%
5000
41,0
99.0
ol 150 || L [l ) 830 | 126.0142.0
e e = o
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.975 21.09 ug/l 786511 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1868 (12.974 min): VN072328.D\data.ms (-1862) (- m/z 105.10 100.00%
105.1
5000
120.1
39.0 55.1 77"0 Lol 13.00
ol bbby M b Al AL 7 120,10 28.47%
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 J\\/\ ‘/\‘
m/z 77.00 13.38%
77.0
0 \1\8‘0\ ‘\ \3\9“‘0\ \‘\5\9“.9‘\ T \m‘ T \M T “1‘\ \‘\““\ L
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
e
13.00
5000 m/z 106.10 9.23%
120.0
39.0 77.0
oL \“H “‘1‘5‘9"(‘)‘“ ‘ ““‘ . 0 N T—
miz--> 20 40 60 80 100 120 140 /\
Abundance #10721: Benzene, 1-ethyl-4-methyl- A e
105.0 13.00
m/z 91.00 9.20%
5000
120.0
77.0
ol 180 T 890 Nl U0,
m/z--> 20 40 60 80 100 120 140 13.00

82N042622W.M Thu May 05 15:38:06 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.216 16.79 ug/1l 626211 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 1909 (13.216 min): VN072328.D\data.ms (-1900) (-  m/z 105.05 100.00%
105.1
5000
120.1
51.0 77.0 91.0 13.00 13.50
O 380 Ot Ll b m/z 120.10  30.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 W\ \/\ T T T f j\
120.0 13.00 13.50
m/z 77.05 12.41%
39.0 77.0 91.0
0\\‘\2\6\\0‘\\\\“‘\\Hi‘{‘\\i?%\"?\‘\u‘}"\u\"MH‘\H‘H‘H‘H“‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
e —
13.00 13.50
5000 m/z 91.05 12.14%
120.0
79.0
39‘0 65.0 ‘ 92.0 N
O et et e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10723: Benzene, 1-ethyl-3-methyl- — =i
105.0 13.00 13.50
m/z 106.10 9.39%
5000
120.0
39.0 77.0 91.0 /\ /\
0b 280 i by b reatberr ey AN IVA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.00 13.50

82N042622W.M Thu May 05 15:38:07 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Octane, 3,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.280 17.84 ug/l 665530 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 78
2 Decane, 4-methyl- 156 C11H24 002847-72-5 72
3 Heptane, 3,3,5-trimethyl- 142 C1leH22 007154-80-5 72
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 64
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 59

Abundance Scan 1920 (13.280 min): VN072328.D\data.ms (-1915) (- m/z 71.10 100.00%

71.1
43.1
5000
—
1131 PR R
| | %1 156.2 1300 1350
) el 18801562 0 43,10 80.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22097: Octane, 3,3-dimethyl-
71.0
5000 — M,
43.0 13.00 1350
113.0 m/z 57.10 60.82%
5o || |
O\\\\‘\‘\‘\\M\\\‘!“\\m"\‘i‘\\\‘\\1\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0 — M)
13.00 13.50
5000 m/z 41.10 44.63%
112.0
o‘m‘qubm“‘H‘Mmmw‘”‘_‘1“_”‘_‘159‘9
m/z--> 20 40 60 80 100 120 140 160
Abundance #22123: Heptane, 3,3,5-trimethyl- M —T
71.0 13.00 13.50
m/z 70.10 36.77%
43.0
5000
113.0
o0 M Al ewo | as20 o LSSty
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

82N042622W.M Thu May 05 15:38:08 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 p-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.557 21.17 ug/1 789489 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 86
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 42
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 42
4 o-Cymene 134 C1eH14 000527-84-4 42
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 42
Abundance Scan 1967 (13.557 min): VN072328.D\data.ms (-1960) (- m/z 83.10 100.00%
55.0 83.1 119.1
5000
T \
38 ‘ ‘ 02 Jmo.z 13.50
Y . 20 ) 0% Ll myz 119.05  90.29%
m/z--> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
5000
91.0 13.50
’ m/z 55.05 90.26%
39.0 650 ‘ ;
0 \1\5‘\.0‘\ T \"‘\ \“\ \“‘\‘\ T \‘”‘ -t ‘W\ \‘i” T \l\ ‘\6‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
T \
13.50
5000 m/z 82.10 72.30%
390 91.0
. 65.0
bt i) 1960
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- T ‘
119.0 13.50
m/z 41.10 69.41%
5000
91.0
39.0 65.0 ‘
0l 280 T e M S
m/z--> 20 40 60 80 100 120 140 13.50

82N042622W.M Thu May 05 15:38:09 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 (E)-1-Phenyl-1-butene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.321 16.11 ug/1 600906 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 64
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 50
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 50
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 50
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 50

Abundance Scan 2097 (14.321 min): VN072328.D\data.ms (-2091) (-  m/z 117.10 100.00%
117.1

.

5000
- I —
14.00 14.50
0+ m/z 119.10 92.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16123: (E)-1-Phenyl-1-butene
11y.0
5000 o LA
91.0 14.00 14.50
51.0 m/z 105.05 48.72%
28.0 ’
Ot \‘\“\ t \" T \“‘\“\““‘\‘\73\"@‘ T \‘1 T “W T ‘\‘M\‘\ (L e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
— I —
14.00 14.50
5000 ITI/Z 115.05 35.35%

39.0 65.0 91.0 hﬂ
B P PO -

.

miz--> 20 40 60 80 100 120 140 160
Abundance #16120: Benzene, 2-butenyl- i P
117.0 14.00 14.50
m/z 91.00 33.91%
5000
91.0
39.0 65.0
0 Hw“m‘,uw‘ww‘\‘”“‘_umwm ‘u:“m””_m A L
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

82N042622W.M Thu May 05 15:38:10 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Decalin, anti-1-methyl-, cis- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.504  18.55 ug/l 691848 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 55
2 Pulegone 152 C10H160 000089-82-7 50
3 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 49
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 45
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 000529-00-0 45

Abundance Scan 2128 (14.504 min): VN072328.D\data.ms (-2123) - m/z 83.10 100.00%

83.1
55.1
152.2
5000
105.1 ‘ \d \
126.2 14.5
0 ‘w‘h”‘ ek U el m/z 82.10  85.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29500: Decalin, anti-1-methyl-, cis-
41.0 81.0
5000 152.0 — |
14.50
109.0 m/z 81.10 84.56%
O' 1+31.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29065: Pulegone
81.0 152.0
T
14.50
109.0 %
m/z 55.10 81.30%
5000 41.0
b L d
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29499: Decalin, syn-1-methyl-, cis- 7
41.0 81.0 14.50
m/z 152.20 71.64%
152.0
5000
109.0
o w0 | L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82N042622W.M Thu May 05 15:38:10 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 12 Di-tert-butyl disulfide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.645 50.38 ug/l 1879050 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 87
2 Disulfide, (1,1-dimethylethyl)(1... 178 C8H1852 072437-46-8 72
3 Disulfide, bis(2-methylpropyl) 178 C8H18S2 001518-72-5 59
4 Disulfide, dibutyl 178 C8H18S2 000629-45-8 49
5 Butane, 2-bromo- 136 C4H9Br 000078-76-2 47
Abundance Scan 2152 (14.645 min): VN072328.D\data.ms (-2143) (-  m/z 57.05 100.00%
57.0
- \NfoANxJ\/Vk«¢V
. Ly
\ 90.0 122.1 178.1 14.50 15.00
O (900 1 1492 1 m/z 41.10  41.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53420: Di-tert-butyl disulfide
57.0
5000 i =
14.50 15.00
29.0 m/z 39.00 16.63%
‘ 122.0 178.0
O\\\\‘\‘\\\“\‘\\‘\H‘\\\\‘\\-\\‘\\\\“\\\\‘\\\\‘\\\\“\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53438: Disulfide, (1,1-dimethylethyl)(1-methylpropyl)
57.0
—— —
14.50 15.00
5000 m/z 178.10 9.20%
29.0
AR 0 T T S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #53430: Disulfide, bis(2-methylpropyl) —— ‘ A —
57.0 14.50 15.00
m/z 56.10 8.61%
5000
29.0
178.0
87.0 122.0
YA RO Nt NN P R =
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00

82N042622W.M Thu May 05 15:38:12 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 13 Dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.839 16.51 ug/1 615617 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 58
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 50
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 50
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 47
5 Tridecane 184 C13H28 000629-50-5 47

Abundance Scan 2185 (14.839 min): VN072328.D\data.ms (-2181) (- m/z 57.10 100.00%
57.1

0
o
[

14.50 15.00
148.1
0 m_u““H‘HW“:"!‘H_m_HWlwmw?‘(??“l_m m/z 43.10  89.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45481: Dodecane
57.0
5000 — —
85.0 14.50 15.00 .
29.0 m/z 71.10 53.74%
O\\\‘\‘\\\“\\\\‘\\\\‘\\\\H‘\\H\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
— —
14.50 15.00
5000 ITI/Z 41.10 47 .80%
85.0
0 23.0 Il h\ h ‘ | ‘\\11\10 140.0 168.0 213.0
SN T VO it o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester P —
57.0 14.50 15.00
m/z 119.05 40.79%
5000
85.0
29.0
0 L ‘ ‘ 1110 15401820 227
H‘_‘H‘H"H‘w‘u‘_‘H‘H‘WH‘W‘H‘_‘H‘HH‘H“ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

82N042622W.M Thu May 05 15:38:13 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@72328.D

Acqg On : 04 May 2022 15:14

Operator JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42622W.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 14 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.921  27.12 ug/1 1011300 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 86
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 70
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70

Abundance Scan 2199 (14.921 min): VN072328.D\data.ms (-2191) (-

m/z 117.05 100.00%

117.1
5000
91.1 L
39.1 650 ‘ 15.00
148.2
0 ulh“““e“‘l??;z‘w m/z 119.10  47.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 R
15.00
m/z 132.05 36.33%
39.0 65.0 91.0 ‘
0 \\\‘\‘\ T \““\ \“\H\ |“U\ \”\“‘ T \“\ T “W\ \hﬂ‘ \‘U‘\‘\ [T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
—=-
15.00
5000 m/z 115.10 31.11%
91.0
51.0
27.0 ‘
S N T N NI M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- —
117.0 15.00
m/z 91.10 24.13%
5000
91.0
27.0 >1.0
(JE— u“u A p‘l“ uw“\ L “‘:‘H _‘U‘L S —
m/z--> 20 40 60 80 100 120 140 160 180 15.00

82N042622W.M Thu May 05 15:38:14 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On : 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 15 unknownl6.315 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.315 213.95 ug/1 7979420 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trisulfide, bis(1,1-dimethylethyl) 210 C8H18S3 004253-90-1 49
2 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 43
3 Propane, 2-chloro-2-methyl- 92 C4HoCl 000507-20-0 35
4 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 25
5 Disulfide, (1,1-dimethylethyl)(1... 178 C8H18S2 072437-46-8 25

Abundance Scan 2436 (16.315 min): VN072328.D\data.ms (-2427) (- m/z 57.05 100.00%
57.

1.0
5000
154.0 1600 1650
' 210.1 ' :
ow,uH‘i"‘M"‘H‘S‘?zo‘,‘“1‘2‘2‘-9“““;“‘1‘7‘?-‘2‘“_&“_ m/z 41.10  33.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87938: Trisulfide, bis(1,1-dimethylethyl)
57.0
5000 — —
16.00 16.50
m/z 39.00 13.25%
‘ 89.0 15‘4.0 219.0
O\\\\’\\\\‘\\\‘\“\\\\‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53420: Di-tert-butyl disulfide
57.0
— —
16.00 16.50
5000 m/z 154.00 12.04%
29.0
178.0
o | ‘ .. sro 12O |
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2746: Propane, 2-chloro-2-methyl- - T
57.0 16.00 16.50
m/z 56.10 6.65%
5000
29.0
(O R L R e R RRRA R — i
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@©72328.D

Acqg On i 04 May 2022 15:14

Operator : JC\MD

Sample : N2643-03 10X

Misc : 1.20g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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|
1-Propene, 2-me... 2.416 78.3 ug/l 2042230 1 8.081 1304270 50.0
2-Propanethiol,... 6.493 25.7 ug/l 669805 1 8.081 1304270 50.0
Hexane, 3-methyl- 8.292 32.7 wug/l 852854 1 8.081 1304270 50.0
Cyclopentane, 1... 12.480 23.8 ug/l 706112 3 11.739 1482870 50.0
Nonane, 4-methyl- 12.651 22.5 ug/l 666871 3 11.739 1482870 50.0
Benzene, 1l-ethy... 12.975 21.1 ug/l 786511 4 13.669 1864790 50.0
Benzene, 1l-ethy... 13.216 16.8 wug/l 626211 4 13.669 1864790 50.0
Octane, 3,3-dim... 13.280 17.8 ug/l 665530 4 13.669 1864790 50.0
p-Cymene 13.557 21.2 ug/l 789489 4 13.669 1864790 50.0
(E)-1-Phenyl-1-... 14.321 16.1 ug/l 600906 4 13.669 1864790 50.0
Decalin, anti-1... 14.504 18.6 ug/l 691848 4 13.669 1864790 50.0
Di-tert-butyl d... 14.645 50.4 ug/l 1879050 4 13.669 1864790 50.0
Dodecane 14.839 16.5 ug/l 615617 4 13.669 1864790 50.0
1H-Indene, 2,3-... 14.921 27.1 ug/l 1011300 4 13.669 1864790 50.0
unknown16.315 16.315 213.9 wug/l 7979420 4 13.669 1864790 50.0
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