LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/1emL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 27 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\82X051921W.M

Title : SW846 8260

Signal : TIC: VX@22377.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.148 7 10 14 rBV 18231 17153 1.90% 0.142%
2 1.368 41 46 52 rBv2 28923 38954 4.33% 0.323%
3 1.745 103 108 115 rVB 16301 23808 2.64% 0.197%
4 1.953 137 142 148 rVB 15153 21330 2.37% 0.177%
5 3.446 375 387 397 rBV2 10208 22960 2.55% 0.190%
6 4.239 504 517 523 rBV5 8481 26205 2.91% 0.217%
7 5.397 693 707 716 rBV 46430 134044 14.89% 1.110%
8 5.489 716 722 724 rVWV5 7256 17978 2.00% 0.149%
9 5.562 724 734 744 rVB2 71137 208758 23.18% 1.728%
106 5.830 768 778 789 rVB5 6519 20464  2.27% 0.169%
11 5.970 789 801 809 rBv2 59283 157631 17.50%  1.305%
12 6.050 809 814 822 rVB2 7141 17361 1.93% 0.144%
13 6.617 899 907 918 rVB2 11730 27359 3.04% 0.227%
14 6.769 923 932 943 rBV 135116 317182 35.22%  2.626%
15 7.220 999 1006 1021 rBV3 10296 27982 3.11% 0.232%
16 7.385 1024 1033 1042 rVB2 27242 59251 6.58% 0.491%
17 8.275 1174 1179 1184 rBV2 11310 19026 2.11% 0.158%
18 8.446 1200 1207 1217 rVB3 10222 20887 2.32% 0.173%
19 8.653 1235 1241 1248 rVV 280740 449543 49.92% 3.722%
20 8.720 1248 1252 1258 rVB 29792 46482 5.16% 0.385%
21 8.915 1279 1284 1290 rBV 25952 36769 4.08% 0.304%
22 9.909 1443 1447 1452 rVB 22570 32325 3.59% 0.268%
23 10.012 1459 1464 1467 rBV 17970 24450 2.72% 0.202%
24 10.055 1467 1471 1486 rVV 268596 378516 42.03% 3.134%
25 10.305 1504 1512 1517 rVWV 65762 103432 11.49% 0.856%
26 10.366 1517 1522 1532 rVB 57061 75598 8.39% 0.626%
27 10.646 1564 1568 1571 rBV 22785 30808 3.42% 0.255%
28 10.787 1587 1591 1595 rVB2 13307 170659 1.89% 0.141%
29 10.860 1595 1603 1607 rBV4 13141 23328 2.59% 0.193%
30 11.030 1624 1631 1635 rBV2 10366 18851 2.09% 0.156%
31 11.085 1635 1640 1650 rVB 227169 320129 35.55% 2.650%
32 11.195 1654 1658 1661 rvV 19712 21498 2.39% 0.178%
33 11.384 1685 1689 1694 rBV 21404 34307 3.81% 0.284%
34 11.457 1694 1701 1702 rVV2 21630 39949  4.44% 0.331%
35 11.482 1702 1705 1710 rVB 117668 131542 14.61% 1.089%
36 11.689 1735 1739 1741 rBV2 15051 18724 2.08% 0.155%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/1emL/10euL/5.emL/MSVOA_ X/MEOH COMP-1-3

ALS Vvial : 27 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\82X051921W.M
Title : SW846 8260
37 11.719 1741 1744 1747 rW 22791 25693 2.85% 0.213%
38 11.756 1747 1750 1760 rVB 49976 74579 8.28% 0.617%
39 11.945 1777 1781 1784 rBv2 14076 19369 2.15% 0.160%
40 12.024 1789 1794 1800 rBV 269211 347607 38.60% 2.878%
41 12.079 1800 1803 1805 rvV 21271 29527  3.28% 0.244%
42 12.103 1805 1807 1811 rVB2 39570 42744 4.75% 0.354%
43 12.177 1815 1819 1823 rVB 30732 35176 3.91% 0.291%
44 12.268 1827 1834 1838 rVB3 12309 21895 2.43% 0.181%
45 12.317 1838 1842 1848 rVB4 28597 48804 5.42% 0.404%
46 12.426 1855 1860 1864 rBV 243539 259410 28.81% 2.148%
47 12.555 1874 1881 1883 rBV6 21738 43493 4.83% 0.360%
48 12.585 1883 1886 1890 rVV3 26222 43244  4.80% ©.358%
49 12.658 1893 1898 1901 rBv2 29618 50689 5.63% 0.420%
50 12.725 1965 1909 1914 rVB5 14832 24967 2.77% 0.207%
51 12.817 1917 1924 1931 rBV2 107001 162759 18.07%  1.348%
52 12.926 1931 1942 1947 rBV5 102513 304633 33.83% 2.522%
53 12.975 1947 1950 1953 rWW3 65265 80078 8.89% 0.663%
54 13.006 1953 1955 1958 rVB 39400 42862 4.76%  ©.355%
55 13.042 1958 1961 1965 rVB2 77264 85506 9.50% 0.708%
56 13.091 1965 1969 1975 rVBS8 12369 24060 2.67% 0.199%
57 13.213 1986 1989 1992 rBV5 18600 27486 3.05% 0.228%
58 13.268 1994 1998 2002 rBV 441043 523786 58.16% 4.337%
59 13.298 2002 2003 2008 rVB2 78497 71214 7.91% 0.590%
60 13.353 2008 2012 2014 rBV3 27691 41140 4.57% 0.341%
61 13.390 2014 2018 2021 rBV 136953 181085 20.11% 1.499%
62 13.420 2021 2023 2026 rVB4 34616 31695 3.52% 0.262%
63 13.499 2033 2036 2038 rBV3 18137 25268 2.81% 0.209%
64 13.554 2042 2045 2048 rBV2 24916 25965 2.88% 0.215%
65 13.603 2048 2053 2056 rBV6 23642 53046 5.89% 0.439%
66 13.682 2061 2066 2067 rBV 85753 98914 10.98% 0.819%
67 13.701 2067 2069 2072 rVV2 91367 114329 12.70% 0.947%
68 13.737 2072 2075 2078 rVV3 143180 186418 20.70%  1.543%
69 13.774 2078 2081 2084 rVV2 171426 196438 21.81% 1.626%
70 13.804 2084 2086 2088 rVV2 68916 72097 8.01% ©.597%
71 13.847 2088 2093 2100 rVV2 307378 473220 52.55% 3.918%
72 13.908 2100 2103 2115 rVB7 51028 96691 10.74% 0.801%
73 14.042 2115 2125 2128 rBV 745231 900518 100.00% 7.456%
74 14.073 2128 2130 2133 rVV3 65988 87919 9.76% 0©.728%
75 14.109 2133 2136 2138 rVW2 65967 100462 11.16% 0.832%

76 14.140 2138 2141 2144 rVV2 71682 118637 13.17%  ©0.982%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/1emL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 27 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\82X051921W.M
Title : SW846 8260
77 14.188 2147 2149 2152 rWV 81664 107834 11.97% ©.893%
78 14.219 2152 2154 2160 rVBS 60455 95424 10.60% ©.790%
79 14.310 2165 2169 2171 rBV3 31664 38616 4.29% 0.320%
80 14.414 2181 2186 2188 rBV 110867 160037 17.77% 1.325%
81 14.438 2188 2190 2193 rVV2 118750 135070 15.00% 1.118%
82 14.475 2193 2196 2198 rVV2 116681 140640 15.62% 1.164%
83 14.505 2198 2201 2207 rVV2 187577 301160 33.44% 2.493%
84 14.566 2207 2211 2216 rVB 124168 159541 17.72% 1.321%
85 14.615 2216 2219 2226 rBV2 288521 410310 45.56% 3.397%
86 14.761 2238 2243 2246 rBV 671185 763455 84.78% 6.321%
87 14.798 2246 2249 2252 rVB3 87812 101209 11.24% ©0.838%
88 14.847 2252 2257 2261 rBV3 70938 106009 11.77% ©.878%
89 15.103 2295 2299 2303 rBvV2 69270 116675 12.96% 0.966%
990 15.182 2309 2312 2314 rBV3 55625 69325 7.70% 0.574%
91 15.219 2314 2318 2322 rVWV 217511 299919 33.31% 2.483%
92 15.280 2324 2328 2333 rVB2 88599 123071 13.67% 1.019%
93 15.377 2341 2344 2347 rBV5 21704 27060 3.00% 0.224%
94 15.420 2349 2351 2357 rVV5 31418 43043 4.78% 0.356%
95 15.493 2358 2363 2369 rVB 240634 352879 39.19% 2.922%
96 15.621 2381 2384 2387 rBv4 17909 25175 2.80% 0.208%
97 16.097 2457 2462 2469 rBV9 21482 62119 6.90% ©.514%
98 16.383 2501 2509 2515 rVB 83260 162569 18.05% 1.346%
99 16.505 2525 2529 2534 rVB 27121 47854 5.31% 0.396%
100 16.609 2541 2546 2552 rVB4 26903 54163 6.01% 0.448%
Sum of corrected areas: 12078223
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX022377.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Undecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.427 37.31 ug/l 259410 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Hexadecane 226 C1l6H34 000544-76-3 78
3 Tridecane 184 C13H28 000629-50-5 72
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1860 (12.426 min): VX022377.D\data.ms (-1855) (- m/z 57.05 100.00%
57.0

5000
85.2
=
L e 1s3
Ol ety b b b b e m/z 43,10 88.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28421: Undecane
57.0
5000 "/\N\/\\f/\\&\ T 7
850 12.50
29.0 ) m/z 71.10 48.30%
‘\ “ | | ‘ 1130  156.0
O\\\‘\\\\“}\\\“\\H\‘l\\\“\\i‘\‘\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
12.50
5000 m/z 41.10 47.74%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ i \\\11%0‘14;'0 169.0 226.0
R R AR Em e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane T
57.0 12.50
m/z 85.20 31.53%
5000
29.0 85.0
obrrer el bl 411301410 1840 iV ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Adamantane, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.926 43.82 ug/l 304633 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 95
2 1,4-Dimethyladamantane 164 C12H20 024145-89-9 78
3 1,3-Cyclohexadiene, 1,3,5,5,6,6-... 164 C12H20 1000150-39-4 59
4 2'-Hydroxy-4',5"'-dimethylacetoph... 164 C10H1202 036436-65-4 47
5 Pyridine-3-carboxamide, 4-dimeth... 277 C14H13F2N30 1000266-41-1 47
Abundance Scan 1942 (12.926 min): VX022377.D\data.ms (-1931) (- m/z 149.20 100.00%
149.2
5000 93.1
411 o
‘ ‘ 119.1 13.00
Ol el W Moo L myz 9310 41.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33749: Adamantane, 1,3-dimethyl-
149.0
5000 1 M
93.0 13.00
21.0 m/z 107.10 24.64%
‘ ‘ 121.0
O \\\‘\‘\‘\\“\\\\‘\“\‘\\H“\\‘\\‘\‘}\\“\\\\‘\\\\‘1\\
miz-> 20 60 80 100 120 140 160
Abundance #33750. 1,4-Dimethyladamantane
149.0 J\
13.00
5000 m/z 41.10 16.67%
93.0
55.0
R e |
oww_ww\w T N
miz--> 20 40 80 100 120 140 160
Abundance #33783: 1,3—Cyclohexad|ene, 1,3,5,5,6,6-hexamethyl-
149.0 13 OO
m/z 91.05 14.02%
5000
o239, ““M mﬁﬁ% M - _ “ m“‘ 3.0 L
m/z--> 20 60 80 100 120 140 160 13 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.268 75.34 ug/l 523786 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Tetradecane 198 C14H30 000629-59-4 90
3 Undecane 156 C11H24 001120-21-4 86
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
5 Hexadecane 226 C16H34 000544-76-3 78

Abundance Scan 1998 (13.268 min): VX022377.D\data.ms (-1994) (- m/z 57.10 100.00%
57.1

5000
85.2
e —
13.00 13.50
112.1 170.3
om_m‘i‘:H‘H‘_J‘mmJ‘_mu_mlﬁlc?ﬂ‘_m_m_ m/z 43.10  84.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57.0
5000 s —5
85.0 13.00 13.50
m/z 71.10 58.63%
29.0 170.0
0L T \‘\‘\ \“‘1 T \“H“ T \“1 T “1‘\ T \H‘%:\L}‘Z\IO‘\“\ %L\4‘1\(\)\ T \‘\.\ [T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
—r —
13.00 13.50
5000 ITI/Z 41.10 44 .,85%
85.0
29.0
ob I Dl g 130 1410 1600 1960
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28425: Undecane T —
57.0 13.00 13.50
m/z 85.15 32.50%
5000
29.0 85.0
Ll 30 1560
ot A e e e —F —r
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.847 68.07 ug/l 473220 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 78
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 68
3 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 64
4 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 64
5 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 64

Abundance Scan 2093 (13.847 min): VX022377.D\data.ms (-2088) (- m/z 57.10 100.00%
57.1

s —
‘ 872 11“32 15521772, 13.50 14.00
o“‘_“ﬁh‘w“medum‘JH‘HE34§“‘_“M“9§?‘ m/z 71.10  79.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57.0
5000 e =
13.50 14.00
m/z 43.10 64.80%
29.0
850 113.0
O \\\‘\‘\‘\\‘1\\ ‘\WH}\’\‘\\\‘\\1‘\‘\\\1\4"2\\0\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59900: Dodecane, 4,6-dimethyl-
57.0
s =
13.50 14.00
5000 ITI/Z 41.10 38.97%
85.0
29.0 113.0 155.0
bt b L 190 aes0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48912: Nonane, 4-methyl-5-propyl- o —
57.0 13.50 14.00
m/z 56.10 22.28%
5000
112.0
29.0 85.0
NN I SO S SO VP
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.042 129.53 ug/l 900518 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C1l6H34 000544-76-3 91
4 Dodecane 170 C12H26 000112-40-3 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80

Abundance Scan 2125 (14.042 min): VX022377.D\data.ms (-2115) (-~ m/z 57.10 100.00%
57.1

14.00 |
112.2 184.3 :
om‘m‘U:H‘HM‘WMJ‘_Hwﬁf‘?‘z‘ww‘_m‘w m/z 43.10  83.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 85.0 1 T
14.00
290 m/z 71.10 63.44%
Lo s
O\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57.0
T 7 \
14.00
5000 ITI/Z 41.10 44 .68%
85.0
29.0
0 ‘\‘ “\ MH\ H\ Il \\‘1130 141.0 169.0 1980
AR LR R R T RAARARARERRRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane — ‘
57.0 14.00
m/z 85.20 38.61%
5000
85.0
29.0
o \‘ | || 1130 1410 1690 226.0
H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Tridecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.505 43.32 ug/l 301160 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 96
2 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 86
3 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 74
4 1-Iodoundecane 282 C11H231 004282-44-4 72
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72

Abundance Scan 2201 (14.505 min): VX022377.D\data.ms (-2198) (- m/z 43.10 100.00%

43.1
5000
85.1
T [
‘ ‘ [ | 1553 14.50
ol bl d22.2 1 1911 m/z 57.10  94.13%
m/z--> 0 50 100 150 200 250
Abundance #59896: Tridecane, 2-methyl-
57.0
5000 e :
14.50
900 1550 m/z 41.1@  54.74%
02‘0\ \“‘\ ‘\‘ ‘H‘\ “‘ ol h“ \“ bt ““\ T \’1\98‘(\)\ LA B
m/z--> 0 50 100 150 200 250
Abundance #140553: 1-lodo-2-methylundecane
57.0
T I
14.50
5000 ITI/Z 71.10 49.,14%
99.0
ol L | Al o 10 2120 296
m/z--> 0 50 100 150 200 250
Abundance #28438: Nonane, 4,5-dimethyl- T ‘
43.0 14.50
m/z 85.10 36.94%
5000 85.0
SRRAEEY
S A P aldtl
m/z--> 0 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Dodecane, 2,6,11-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.615 59.02 ug/l 410310 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 91
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 81
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 81
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 Decane, 5-propyl- 184 C13H28 017312-62-8 58

Abundance Scan 2219 (14.615 min): VX022377.D\data.ms (-2216) (- m/z 57.10 100.00%
57.1

5000
85.1
—r =
118.2 14.50 15.00
I H L, 1 r°P?1833 2123 9
L m/z 71.10 84.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71408: Dodecane, 2,6,11-trimethyl-
4301 710
5000 . e,
14.50 15.00
m/z 43.10 58.75%
\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0
— =
14.50 15.00
5000 85.0 m/z 41.10  44.00%
29.0 ‘ 127.0
SN O O 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28441: Nonane, 3,7-dimethyl- —— —
57.0 14.50 15.00
m/z 85.10 33.50%
5000
29.0 85.0
‘ 127.0
okl | 156.0 Al /

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Tetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.761 109.82 ug/l 763455 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tridecane 184 C13H28 000629-50-5 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Dodecane 170 C12H26 000112-40-3 72

Abundance Scan 2243 (14.761 min): VX022377.D\data.ms (-2238) (- m/z 57.10 100.00%
57.1

> il MJ\MJ
1450 1500
113.2 1412 198.3 : '
0 m_uw‘Hu”“uulum‘_m_u‘Wm}ﬁgﬁwwww m/z 43.10 79.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
5000 85.0 T T T
14.50 15.00
29.0 m/z 71.10 63.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
— 5
14.50 15.00
5000 m/z 41.10 41.46%
85.0
29.0
oLl om0 e
et e e S e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane T —
57.0 14.50 15.00
m/z 85.10 41.18%
5000 85.0
29.0
0 H‘ il HH\ H‘ll 1410 169.0 197.0 2260
‘H‘H“_““H‘_"W‘H“H‘w“u‘u“_‘u“u‘_“‘ — 5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Dodecane, 2-methyl-6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.219 43.14 ug/l 299919 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Decane, 5-propyl- 184 C13H28 017312-62-8 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 81

Abundance Scan 2318 (15.219 min): VX022377.D\data.ms (-2314) (- m/z 57.10 100.00%
57.1

‘ 113.2 isbd iQSd
141.2 183.3 : :
o"‘HJ“e”“"u“m‘mJ“‘H"m"HH_MW‘Z‘??“"’W m/z 43.10  89.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
5000 85.0 T T
15.00 15.50
29.0 m/z 71.10  84.52%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0
= =
15.00 15.50
5000 85.0 m/z 85.10 47.00%
140.0
NI O =
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48838: Decane, 5-propyl- T =
57.0 15.00 15.50
m/z 41.10 38.00%
5000
85.0
29.0
‘ ‘ 112.0 140.0
bl b e A 1840 — m_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.493 50.76 ug/l 352879 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Bacchotricuneatin ¢ 342 C20H2205 066563-30-2 64
5 Pentadecane 212 C15H32 000629-62-9 60

Abundance Scan 2363 (15.493 min): VX022377.D\data.ms (-2358) (-  m/z 57.10 100.00%
57.1

‘ 15.50
113.2 141.2 212.2 :
om‘m‘_H!w‘w‘lm“_m_m_Wml‘??”zwwm m/z 43.10 79.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000 T
85.0 15.50
29.0 m/z 71.10 62.64%
0 d h‘ L |, ;11301410 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
T
15.50
5000 85.0 ITI/Z 41.10 42.73%
29.0
113.0 198.0
014101690,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane 7
57.0 15.50
m/z 85.20 39.38%
5000
85.0
29.0
0 ‘\ “ | H‘ ;113.0 141.0 169.0 197.0 226.0
rrrrr e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50

82X051921W.M Fri Jun 04 17:38:31 2021 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060321\
Data File : VX022377.D

Acqg On : 03 Jun 2021 19:32

Operator : JC/MD

Sample : M2512-08 40X

Misc : 1.10g/1emL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Undecane 12.427 37.3 wug/l 259410 4 12.024 347607 50.0
Adamantane, 1,3... 12.926 43.8 ug/l 304633 4 12.024 347607 50.0
Dodecane 13.268 75.3 ug/l 523786 4 12.024 347607 50.0
Octane, 2,6-dim... 13.847 68.1 wug/l 473220 4 12.024 347607 50.0
Tridecane 14.042 129.5 wug/l 900518 4 12.024 347607 50.0
Tridecane, 2-me... 14.505 43.3 ug/l 301160 4 12.024 347607 50.0
Dodecane, 2,6,1... 14.615 59.0 ug/l 410310 4 12.024 347607 50.0
Tetradecane 14.761 109.8 ug/l 763455 4 12.024 347607 50.0
Dodecane, 2-met... 15.219 43.1 ug/l 299919 4 12.024 347607 50.0
Hexadecane 15.493 50.8 wug/l 352879 4 12.024 347607 50.0

82X051921W.M Fri Jun 04 17:38:31 2021 Page: 15



