LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 15 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@22237.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.258 22 28 32 rBV3 4811 6145 1.36% 0.114%
2 1.575 69 80 81 rBVe6 4972 12357 2.73% 0.229%
3 2.422 211 219 233 rVB2 14114 29222 6.47% 0.542%
4 2.953 298 306 314 rVB 5987 13934 3.08% 0.258%
5 5.397 695 707 720 rBV2 44819 131340 29.06%  2.435%
6 5.556 720 733 746 rVV2 75854 209974 46.46%  3.893%
7 5.964 789 800 813 rBvV2 58452 152408 33.72%  2.826%
8 6.763 922 931 945 rBV 136308 321677 71.18%  5.965%
9 8.653 1234 1241 1249 rBV 285000 451922 100.00% 8.380%
10 9.275 1337 1343 1351 rVB 39689 56454 12.49% 1.047%
11 10.055 1466 1471 1482 rVB 270772 382389 84.61% 7.090%
12 10.195 1489 1494 1502 rVB 30691 42209 9.34% 0.783%
13 10.305 1505 1512 1518 rVV 180568 240129 53.14%  4.453%
14 10.360 1518 1521 1529 rVB 3669 5126 1.13% 0.095%
15 10.646 1562 1568 1572 rBV 77718 99511 22.02%  1.845%
16 10.689 1572 1575 1583 rVB 4379 6364 1.41% 0.118%
17 10.780 1583 1590 1595 rBV4 3180 5333 1.18% 0.099%
18 11.085 1634 1640 1651 rVB 233487 299158 66.20% 5.547%
19 11.195 1651 1658 1660 rBV2 3719 5368 1.19% 0.100%
20 11.384 1684 1689 1694 rBvV2 6596 11539 2.55% 0.214%
21 11.482 1701 1705 1711 rVB 26752 33389 7.39% 0.619%
22 11.622 1723 1728 1735 rBV7 3714 8496 1.88% 0.158%
23 11.719 1741 1744 1746 rBV2 7043 7306 1.62% 0.135%
24 11.756 1746 1750 1759 rVB3 16572 27637 6.12% 0.512%
25 11.841 1759 1764 1767 rBV3 2942 5112 1.13% ©.095%
26 11.945 1776 1781 1783 rBV3 7721 11444 2.53% 0.212%
27 11.975 1783 1786 1789 rVB3 8680 10643 2.36% 0.197%
28 12.024 1789 1794 1800 rBV 307585 381840 84.49% 7.080%
29 12.079 1800 1803 1804 rBV3 5470 6709 1.48% 0.124%
30 12.103 1804 1807 1810 rVB3 6050 6974 1.54% 0.129%
31 12.177 1816 1819 1825 rVB5 7419 10412 2.30% 0.193%
32 12.250 1825 1831 1833 rBv4 8295 14376 3.18% 0.267%
33 12.274 1833 1835 1838 rw 9171 10554  2.34% 0.196%
34 12.317 1838 1842 1848 rVB3 17672 32107 7.10% ©.595%
35 12.426 1855 1860 1864 rBV 53430 59823 13.24% 1.109%
36 12.469 1864 1867 1874 rVB4 9498 14932 3.30% 0.277%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 15 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 12.536 1874 1878 1879 rBvV2 7147 8280 1.83% 0.154%
38 12.561 1879 1882 1884 rVB 4787 4965 1.10% 0.092%
39 12.615 1889 1891 1895 rvVv 8490 8871 1.96% 0.164%
40 12.689 1899 1903 1906 rBV3 6119 9624 2.13% 0.178%
41 12.731 1907 1910 1913 rVB5 4620 6889 1.52% ©.128%
42 12.823 1918 1925 1928 rBV6 12803 19741 4.37% 0.366%
43 12.896 1933 1937 1938 rBV2 12005 15755 3.49% 0.292%
44 12.945 1943 1945 1947 rVV2 7848 10191 2.26% ©.189%
45 12.975 1947 1950 1956 rVB4 22462 34239 7.58% 0.635%
46 13.042 1956 1961 1965 rBV3 20201 26258 5.81% 0.487%
47 13.170 1975 1982 1987 rBV7 11982 27605 6.11% 0.512%
48 13.213 1987 1989 1992 rBV2 7627 8311 1.84% 0.154%
49 13.268 1994 1998 2001 rBV 172322 195926 43.35% 3.633%
50 13.298 2001 2003 2008 rVB3 42008 48381 10.71% ©.897%
51 13.353 2008 2012 2014 rBV4 10649 15354 3.40% 0.285%
52 13.390 2014 2018 2020 rBv2 33276 38527 8.53% 0.714%
53 13.420 2020 2023 2027 rBV5 19263 24918 5.51% 0.462%
54 13.499 2032 2036 2041 rBV6 12976 22452 4.97% 0.416%
55 13.554 2042 2045 2047 rBV2 10058 10463 2.32% 0.194%
56 13.597 2047 2052 2058 rBV8 14190 27963 6.19% 0.518%
57 13.682 2061 2066 2067 rBV2 39387 47562 10.52% 0.882%
58 13.737 2072 2075 2078 rVWW2 67176 90061 19.93% 1.670%
59 13.774 2078 2081 2084 rVV2 63367 79900 17.68% 1.482%
60 13.804 2084 2086 2088 rVV2 29701 32746 7.25% 0.607%
61 13.841 2088 2092 2100 rVV3 76475 159128 35.21% 2.951%
62 13.908 2100 2103 2111 rVB8 19847 52405 11.60% 0.972%
63 14.042 2121 2125 2129 rBV 364148 368649 81.57% 6.836%
64 14.079 2129 2131 2133 rVWW3 14614 15690 3.47% 0.291%
65 14.109 2133 2136 2138 rVV3 14607 18658 4.13% 0.346%
66 14.140 2138 2141 2144 rVV4 18633 23943 5.30% 0.444%
67 14.170 2144 2146 2148 rVVW2 13224 16854 3.73% 0.313%
68 14.231 2151 2156 2161 rVB3 32923 59832 13.24% 1.109%
69 14.310 2167 2169 2171 rVB2 6108 4525 1.00% 0.084%
70 14.414 2182 2186 2188 rBV2 25076 34580 7.65% 0.641%
71 14.438 2188 2190 2193 rVWW3 32672 38597 8.54% 0.716%
72 14.475 2193 2196 2199 rVvV3 34748 48132 10.65% 0.892%
73 14.505 2199 2201 2207 rVB2 43886 61267 13.56% 1.136%
74 14.566 2207 2211 2216 rVB2 29727 43819 9.70% ©0.813%
75 14.615 2216 2219 2226 rBV2 56586 79796 17.66% 1.480%
76 14.676 2226 2229 2234 rVB4 13240 18381 4.07% 0.341%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 15 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 14.725 2235 2237 2239 rBV2 6548 7305 1.62% 0.135%
78 14.761 2239 2243 2246 rBV 150694 166409 36.82% 3.086%
79 14.798 2246 2249 2252 rVB4 16969 17640 3.90% 0.327%
80 15.103 2296 2299 2303 rBV5 7690 11760 2.60% 0.218%
81 15.182 2308 2312 2315 rVV3 18816 28959 6.41% ©.537%
82 15.219 2315 2318 2321 rWV 26259 32625 7.22% 0.605%
83 15.280 2325 2328 2332 rVB4 13646 16141 3.57% ©.299%
84 15.377 2340 2344 2349 rBV7 6801 12761 2.82% ©.237%
85 15.493 2359 2363 2370 rBV 50568 74433 16.47% 1.380%
86 16.097 2458 2462 2464 rBV5 4831 8270 1.83% 0.153%
87 16.383 2504 2509 2514 rVB2 18640 33211 7.35% 0.616%
Sum of corrected areas: 5393065
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

300000

250000

200000

150000

100000

50000

o

: M2518-02
: 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
. 15

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\

: VX022237.D
: 27 May 2021 17:04

JC/MD

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VX022237.D\data.ms

5.556
5.397

5.964

1.258 1.575 2.422 2.953

Time-->
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350000
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50000

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
TIC: VX022237.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 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 Dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.268 25.66 ug/l 195926 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Undecane 156 C11H24 001120-21-4 86
5 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 59

Abundance Scan 1998 (13.268 min): VX022237.D\data.ms (-1994) (-  m/z 57.05 100.00%
57.0

5000
85.2
e —
13.00 13.50
113.2 170.3
om‘mNm”_“‘w!HJ‘_Hw‘lf“lﬁwwwwwm m/z 43.10  81.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57.0
5000 Mo —T
85.0 13.00 13.50
m/z 71.05 54.99%
29.0 170.0
O\\\‘\‘\‘\\“‘\\\H“\\“\\“l\\\“‘]\-%}‘2\‘0\‘\]\-\4‘]_\9\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
AR —
13.00 13.50
5000 m/z 41.10 44.65%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane T —
57.0 13.00 13.50
m/z 85.15 33.69%
5000 85.0
29.0
o dd L 00 0 1980 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 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 Cyclohexane, butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.737 11.79 ug/l 90061 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 55
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 43
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
4 Cyclohexane, 1,1'-(1,4-butanediy... 222 C1l6H30 006165-44-2 43
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 38

Abundance Scan 2075 (13.737 min): VX022237.D\data.ms (-2072) (-  m/z 43.10 100.00%
43.1

3. 83.1
5000
140.3 T ‘ T T ‘ T
109.2 ‘ 168.2 13.50 14.00
b el 165 e m/z 83.10 94.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17972: Cyclohexane, butyl-
83.0
55.0
5000 e R
13.50 14.00
900 140.0 m/z 82.10 86.86%
O\\\‘\H\\““\\\“\“\h\\“‘1\\\“]\-%:!“\0‘\\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83.0
55.0 S S
13.50 14.00
5000 ITI/Z 71.10 83.53%
290 ‘ 168.0
ol ML L osgizso 1680
miz--> 20 40 60 80 100 120 140 160
Abundance #27051: Cyclohexane, pentyl- P Pt
83.0 13.50 14.00
m/z 57.10 79.85%
55.0
5000
29.0 154.0
Y N~ N bt L
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 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 Sulfurous acid, butyl decyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.774 10.46 ug/l 79900 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
3 2-methyltetracosane 352 C25H52 1000376-72-6 64
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 59
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 59

Abundance Scan 2081 (13.774 min): VX022237.D\data.ms (-2078) (- m/z 57.10 100.00%
57.1

125.1 1350 1400
L1138, | |je0s | 88.999
O L e B A I m/z 43.10 88.99%
m/z--> 50 100 150 200 250 300
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0
5000 T —
13.50 14.00
m/z 71.10 56.95%
99.0 141.0
0 \“\ ) ‘h\‘h‘ \L“\H‘ T “\‘ T \:!-9\3‘0\ L e B
m/z--> 50 100 150 200 250 300
Abundance #48844: Dodecane, 2-methyl-
43.0
PO e
13.50 14.00
5000 ITI/Z 85.20 42.39%
85.0
141.0
0 w“ ! P R —
m/z--> 50 100 150 200 250 300
Abundance #185534: 2-methyltetracosane T =
57.0 13.50 14.00
m/z 41.10 37.45%
5000
‘ 99.0
41.
ol LIy 149 1820 2250 2670 3090 Ly il L
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 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 Undecane, 4,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.841 20.84 ug/l 159128 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 64
3 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64
4 Decane, 2-methyl- 156 C11H24 006975-98-0 59
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59

Abundance Scan 2092 (13.841 min): VX022237.D\data.ms (-2088) (-~ m/z 57.10 100.00%
57.1

5000 M/\/\'A/\\
85.1 o S
| ‘ 1ﬁ32 15520, 1 13.50 14.00
o‘wu‘wuu‘Hlwm‘WH‘WH‘WHJMH‘WH‘WH‘WH‘WH‘WH“ m/z 71.20  65.46%
m/z--> 20 40 60 80 100120140 160180 200220240260
Abundance #48869: Undecane, 4,6-dimethyl-
57.0
5000 = —
13.50 14.00
29.0 850 30 m/z 43.10 60.19%
H’\H\‘\H\‘HH’\H\‘\H\‘HH’\\H‘\H\‘HH’\\H‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0
= S
13.50 14.00
5000 m/z 41.10 40.90%
85.0
113.0
0 H il H‘ [ | 1410 1820 2250253.0
HV‘H_‘H‘HH,H‘WH‘W‘HW‘H‘_H‘_‘H“‘H_‘H‘HH‘H‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #105892: Heptadecane, 7-methyl- = T
57.0 13.50 14.00
m/z 56.10 30.19%
5000
85.0
29.0 ‘ 11F0
ol bt 2070290 el L
m/z--> 20 40 60 80 100120140 160180 200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 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  48.27 ug/l 368649 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Dodecane 170 C12H26 000112-40-3 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 2125 (14.042 min): VX022237.D\data.ms (-2121) (- m/z 57.10 100.00%
57.1

o s N«meAMWVAJwQUmAWA
14.00 |
112.2 184.3 :
om_‘H‘MH‘_“‘m,‘!”J\H“““1‘4‘1‘?"1‘?‘3‘2‘“””_‘ m/z 43.10  77.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
5000 e ‘
85.0 14.00
29.0 m/z 71.10 63.22%
0 d y “ - n11§0‘1410 184.0
\\\‘\\\\‘1\\1‘\1\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘!\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48886: Decane, 2,3,6-trimethyl-
43.0
P I
71.0 14.00
5000 ITI/Z 41.10 42.99%
‘ 99.0 141.0
. Y W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane T ‘
57.0 14.00
m/z 85.10 37.85%
5000 85.0
29.0
H‘“H“H‘“H“W“‘_“w“‘w“u“‘u“u““ —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

: VX022237.D
: 27 May 2021 17:04
JC/MD
: M2518-02
: 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 15  Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14231 7.83 g/l 50832  1,4-Dichlorobenzene-d4  12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87

2 Naphthalene, 1,2,3,4-tetrahydro-... 146
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146
5 Benzene, (1-methyl-1-butenyl)- 146

C1l1H14
C11H14
C11H14
C1l1H14

Abundance Scan 2156 (14.231 min): VX022237.D\data.ms (-2151) (-

001680-51-9 76
1000189-31-0 52
000769-25-5 38
053172-84-2 38

m/z 131.20 100.00%

131.2

- /J\m M
NI PRRIVANI LY
14.00 14.50
01 m/z 118.20 89.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21673: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 /\\/\A‘ by i I\ T
105.0 14.00 14.50
m/z 146.20 59.31%
27.0 51.0 77.0 ‘ ‘
O‘\‘\\\“\\‘\‘\“HH\‘h‘\\\\“‘\‘\\ \‘\‘\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21669: Naphthalene, 1,2,3,4- tetrahydro—G—methyI— /\
e b L
AR FLANA L oA
14.00 14.50
5000 ITI/Z 117.05 42.38%
105.0
39.0 77.0 ‘
0 \”“M“” \HM‘M‘J;‘JM WW““““H‘
miz--> 20 40 60 100 120 140 160 180 Jk
Abundance #21685: 2,3,4,5,6,7—Hexahydro—lH—cyclopenta[a]pentaler e :
146.0 14.00 14.50
m/z 105.15 34.02%
118.0
5000
39.0 650
o_m“‘mhu‘w‘uH““mm“‘ ¥ IS S ——
m/z--> 20 40 60 100 120 140 160 180 14.00 14.50

82X051921W.M Fri May 28 19:01:36 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 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 Sulfurous acid, 2-propyl un... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.505 8.02 ug/l 61267 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 80
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 78
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 64
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 64
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 64

Abundance Scan 2201 (14.505 min): VX022237.D\data.ms (-2199) (- m/z 57.10 100.00%
57.1

?

5000 85.1
155.1 14‘50 |
113.1 .
182.3
0 "HJM“,‘Jm,‘!m,m‘mH_M\_WMWZ‘Q?}W m/z 43.10 82.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125659: Sulfurous acid, 2-propyl undecyl ester
43.0
5000 71.0 T 1

14.50
m/z 71.05 52.87%

ol ‘\ U 17T 1250 150 1g90 2100
‘\\\\‘\1\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59889: Tridecane, 2-methyl-
57.0
T T \
14.50
5000 ITI/Z 41.10 43.60%

29.0
P . 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester ‘
43.0 14.50

m/z 85.10  43.52%

o
[oe]
(4]
o

5000

L H 1250 154.0 1820 17,0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

b

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 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 unknownl4.615 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.615 10.45 ug/l 79796 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 38
2 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 27
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 27
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 22
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 22

Abundance Scan 2219 (14.615 min): VX022237.D\data.ms (-2216) (- m/z 57.05 100.00%
57.0

- T MWJM
160.2 ml )
‘ ‘ 14.50 15.00
ot b B L 2072 281 g0 16 68.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0
5000 - SO
14.50 15.00
m/z 43.15 49.12%
2 97.0 127.0
O \\‘i\\‘\\\ ‘H‘l\"l‘\\}““\\”\’\“\\\‘\H\‘\\]\-\8’\3\9‘\H\’\\\\‘\H\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
57.0
— =
14.50 15.00
5000 ITI/Z 118.15 47.17%
2fo ‘ 197.0
27.0
ob LU L 270 160070 2ag0
m/z--> 20 40 60 80 100120140160180200220240260280 j\ /V\
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl- bl Al ok
57.0 14.50 15.00
m/z 41.10 37.29%
113.0
il B IO oo 1.2 AL
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 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 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.761  21.79 ug/l 166409 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 2243 (14.761 min): VX022237.D\data.ms (-2239) (- m/z 57.05 100.00%
57.0

— =
14.50 15.00
1121 1413 198.3
om_Hw‘HW“M‘h“HH‘_m_u‘WH}?‘??’WWMW m/z 43.10  79.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57.0
5000 — ==
85.0 14.50 15.00
29.0 m/z 71.10 62.66%
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57.0
—— =
14.50 15.00
5000 85.0 ITI/Z 41.10 42.85%
29.0
ol Ll L 1301410 1690 1970 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane T —
57.0 14.50 15.00
m/z 85.20 38.38%
5000
85.0
29.0
oL L 010 o
rrerrr e e e e e e — P
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\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 15 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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.493 9.75 ug/1 74433  1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tetracosane 338 C24H50 000646-31-1 80
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80

Abundance Scan 2363 (15.493 min): VX022237.D\data.ms (-2359) (-  m/z 57.10 100.00%

57.1
5000 85.1
15.50
118.2 1451 192.2 .
0 m‘w‘mh‘“lem_mumw‘lﬁ?ﬁw_w m/z 43.10 76.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57.0
5000 T
85.0 15.50
29.0 m/z 71.10 66.47%
0 \‘ ‘\\ H \‘\ b ll\\30\l4\10 169.0 2120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
—
15.50
5000 m/z 85.10 43.73%
85.0
29.0
0 N‘MH |, . 1130 1410 184.0
e et A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59879: Tetradecane R
57.0 15.50
m/z 41.10 40.31%
5000 85.0
290‘
113.0 198.0
o L 20,1410 1600 1980 .
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022237.D

Acqg On : 27 May 2021 17:04

Operator : JC/MD

Sample : M2518-02

Misc : 5.05g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 15 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|
Dodecane 13.268 25.7 ug/l 195926 4 12.030 381840 50.0
Cyclohexane, bu... 13.737 11.8 ug/l 90061 4 12.030 381840 50.0
Sulfurous acid,... 13.774 10.5 ug/l 79900 4 12.030 381840 50.0
Undecane, 4,6-d... 13.841 20.8 ug/l 159128 4 12.030 381840 50.0
Tridecane 14.042 48.3 ug/l 368649 4 12.030 381840 50.0
Naphthalene, 1,... 14.231 7.8 ug/l 59832 4 12.030 381840 50.0
Sulfurous acid,... 14.505 8.0 ug/l 61267 4 12.030 381840 50.0
unknownl14.615 14.615 10.4 ug/l 79796 4 12.030 381840 50.0
Tetradecane 14.761 21.8 ug/l 166409 4 12.030 381840 50.0
Pentadecane 15.493 9.8 ug/l 74433 4 12.030 381840 50.0
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