LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037460.D

Acqg On : 01 Sep 2023 13:21

Operator : JC/MD

Sample : 04189-01

Misc : ©0.90g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 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\82X081723W.M

Title : SW846 8260

Signal : TIC: VX@37460.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.940 295 304 315 rBV 25429 61765 7.39%  0.946%
2 5.385 694 705 721 rBV 76972 244343 29.24% 3.743%
3 5.544 721 731 748 rVB 183551 522971 62.59% 8.011%
4 5,952 788 798 816 rBV 99752 267450 32.01% 4.097%
5 6.757 919 930 949 rBV 265010 633897 75.87% 9.711%

6 7.123 983 990 1000 rBvV2 11171 24999 2.99% 0.383%
7 8.647 1233 1240 1250 rBV 537011 835543 100.00% 12.800%
8 10.055 1465 1471 1479 rBV 493500 690095 82.59% 10.572%
9

10.311 1508 1513 1517 rVB4 6325 11604 1.39% 0.178%
10 10.585 1552 1558 1562 rBV3 7175 11337 1.36% 0.174%
11 10.671 1565 1572 1575 rBV3 5333 10829 1.30% 0.166%
12 10.781 1582 1590 1594 rBV 21489 30480 3.65% 0.467%
13 10.854 1594 1602 1606 rVV3 14634 26621 3.19% ©0.408%
14 10.896 1606 1609 1613 rVwV 12385 16308 1.95% 0.250%
15 11.030 1627 1631 1634 rVV3 9383 14528 1.74% 0.223%
16 11.085 1634 1640 1650 rVB 358406 520614 62.31% 7.975%
17 11.219 1655 1662 1666 rBV3 9423 15091 1.81% 0.231%
18 11.427 1693 1696 1700 rBV 15487 22299  2.67% 0.342%
19 11.482 1700 1705 1710 rVBS8 9777 18746  2.24% 0.287%
20 11.634 1726 1730 1734 rVB3 12353 15203 1.82% ©.233%
21 11.683 1734 1738 1740 rBV 13193 15724 1.88% 0.241%
22 11.713 1740 1743 1746 rBV 43624 45757 5.48% 0.701%
23 11.780 1751 1754 1759 rVB3 13475 20809 2.49% 0.319%
24 11.835 1759 1763 1766 rBv2 12925 19321 2.31% ©0.296%
25 11.890 1766 1772 1777 rVB3 25107 36566 4.38% 0.560%
26 11.945 1777 1781 1784 rBV 20560 28936  3.46% 0.443%
27 11.975 1784 1786 1789 rVV2 10238 10925 1.31% 0.167%
28 12.024 1789 1794 1800 rVB 484223 654487 78.33% 10.026%
29 12.152 1810 1815 1819 rBV5 6762 11756 1.41% ©.180%
30 12.244 1825 1830 1836 rBV6 12610 24081 2.88% ©.369%
31 12.311 1836 1841 1843 rBv4 20883 31358 3.75% 0.480%
32 12.420 1848 1859 1864 rBV 26352 68125 8.15% 1.044%
33 12.469 1864 1867 1872 rVB4 23720 43402 5.19% 0.665%
34 12.549 1872 1886 1882 rBv4 23091 44144 5.28% 0.676%
35 12.579 1882 1885 1889 rVB2 17646 28037 3.36% 0.429%
36 12.683 1898 1902 1906 rBV3 35145 47066 5.63% 0.721%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037460.D

Acqg On : 01 Sep 2023 13:21

Operator : JC/MD

Sample : 04189-01

Misc : ©0.90g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 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\82X081723W.M
Title : SW846 8260
37 12.817 1920 1924 1930 rVB4 34972 56434 6.75% ©.865%
38 12.884 1930 1935 1938 rBV3 55393 86539 10.36% 1.326%
39 12.981 1948 1951 1958 rBv4 23483 33952 4.06% 0.520%
40 13.091 1965 1969 1974 rBV5 14639 26003 3.11% 0.398%
41 13.140 1974 1977 1983 rVB7 8934 14686 1.76%  0.225%
42 13.207 1985 1988 1991 rBvV3 16051 18700 2.24% 0.286%
43 13.292 1996 2002 2008 rVB3 74813 131629 15.75% 2.016%
44 13.347 2008 2011 2013 rBV2 18110 21199 2.54% 0.325%
45 13.384 2013 2017 2020 rBV2 59407 73162 8.76% 1.121%
46 13.414 2020 2022 2026 rVV4 18242 20352 2.44% 0.312%
47 13.500 2032 2036 2040 rBV5 12711 23345 2.79% 0.358%
48 13.585 2046 2050 2053 rBv4 17411 25800 3.09% 0.395%
49 13.670 2060 2064 2067 rBvV3 11894 21529 2.58% 0.330%
50 13.701 2067 2069 2071 rVV2 23374 24187 2.89% 0.371%
51 13.737 2071 2075 2078 rVV2 33437 44641 5.34% 0.684%
52 13.780 2078 2082 2084 rVV 38522 60722 7.27% 0.930%
53 13.841 2088 2092 2099 rBV2 67984 86744 10.38% 1.329%
54 13.908 2099 2103 2110 rVB8 28962 70009 8.38% 1.072%
55 13.987 2110 2116 2119 rBV6 16326 34696 4.15% 0.532%
56 14.073 2126 2130 2132 rBV4 17469 21597 2.58% 0.331%
57 14.103 2132 2135 2137 rVV3 19913 23658 2.83% 0.362%
58 14.134 2138 2140 2143 rVB2 13008 12636 1.51% 0.194%
59 14.213 2151 2153 2161 rVB3 23679 39005 4.67% 0.598%
60 14.420 2184 2187 2188 rBV3 9885 10567 1.26% 0.162%
61 14.481 2193 2197 2200 rVV3 18666 31843 3.81% 0.488%
62 14.518 2200 2203 2206 rVB 20135 22818 2.73% 0.350%
63 14.609 2215 2218 2221 rBV2 49849 65324 7.82% 1.001%
64 14.634 2221 2222 2226 rVV 25175 26176  3.13% 0.401%
65 14.670 2226 2228 2232 rVB3 16957 18680 2.24% 0.286%
66 14.725 2233 2237 2239 rBV5 9393 13463 1.61% 0.206%
67 14.780 2243 2246 2253 rVV3 28497 45349 5.43% 0.695%
68 14.847 2254 2257 2260 rVB2 15989 19123 2.29% 0.293%
69 14.957 2273 2275 2284 rVB7 16294 29066 3.48% 0.445%
70 15.182 2307 2312 2314 rBV5 10028 16319 1.95% 0.250%
71 15.213 2314 2317 2320 rVB 19707 23162 2.77% ©.355%
72 15.377 2340 2344 2347 rBVS5 8094 12626 1.51% 0.193%
73 15.414 2347 2350 2354 rVB3 13909 19374 2.32% 0.297%
74 15.475 2357 2360 2367 rVB2 10727 17438 2.09% 0.267%
75 15.609 2378 2382 2386 rBV 11503 20145 2.41% 0.309%
76 15.646 2386 2388 2397 rVV6 11282 21757 2.60% 0.333%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@37460.D

Acqg On : 01 Sep 2023 13:21

Operator : JC/MD

Sample : 04189-01

Misc : ©0.90g/10mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 7 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\82X081723W.M

Title : SW846 8260

77 15.743 2399 2404 2409 rVB8 9345 18167 2.17% ©.278%
Sum of corrected areas: 6527839
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 04189-01
: 0.90g/10mL/100uL/5.00emL/MSVOA_X/MEOH
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\

: VX037460.D
: 01 Sep 2023 13:21

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

0
Time-->

TIC: VX037460.D\data.ms

5.544

5.952

5.385
2.940

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
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500000

400000

300000

200000

100000

Time-->

o,

TIC: VX037460.D\data.ms

8.647 10.055

11.085

6.757

7.123 L 10.311 1088608960301 219 1£48;
A A FA R A

‘ ‘ ‘
6.50 7.00 7.50 8.00 8.50

— —
9.00 9.50 10.00 10.50 11.00
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500000

400000

300000

200000

100000

o

Time-->

TIC: VX037460.D\data.ms

T ‘ T T ‘ T T ‘ T T ‘ T ‘ T T ‘ T T ‘ T T ‘ T
13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037460.D

Acqg On : 01 Sep 2023 13:21

Operator : JC/MD

Sample : 04189-01

Misc : 0.90g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Methanol, TMS derivative Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.940 5.91 ug/1 61765 Pentafluorobenzene 5.544

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanol, TMS derivative 104 C4H120Si 001825-61-2 91
2 Ethyl(dimethyl)methoxysilane 118 C5H140Si 052686-75-6 83
3 Methanol, TBDMS derivative 146 C7H180Si 1000364-10-7 83
4 Silane, (2-methoxyethyl)trimethyl- 132 C6H160Si 018173-63-2 74
5 Thiazole, tetrahydro- 89 C3H7NS 000504-78-9 9

Abundance Scan 304 (2.940 min): VX037460.D\data.ms (-295) (-) m/z 89.00 100.00%

89.0
5000 59.0
AR el
43.0 2.60 2.80 3.00 3.20
e e e e m/z 59.00 50.99%
m/z--> 20 40 60 80 100 120 140
Abundance #5266: Methanol, TMS derivative
89.0
59.0
5000 UL L B AR L B
2.60 2.80 3.00 3.20
m/z 90.10 9.18%
\\\‘\\.(\)\4‘:3‘\“0\\\"h\\\‘\‘\\“\\‘\\.\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #9976: Ethyl(dimethyl)methoxysilane
89.0
A RaRE s A e o
2.60 2.80 3.00 3.20
5000 59.0 m/z 43.00 7.02%
43.0
me L meo
miz--> 20 40 60 80 100 120 140 M A
Abundance #25489: Methanol, TBDMS derivative B A At AR 1
89.0 2.60 2.80 3.00 3.20
m/z 45.00 5.59%
5000
59.0
270430 | | 1150 1460 AN |
e e e e -
m/z--> 20 40 60 80 100 120 140 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037460.D

Acqg On : 01 Sep 2023 13:21

Operator : JC/MD

Sample : 04189-01

Misc : 0.90g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 2 Cyclohexane, 1-ethyl-2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.421 5.20 ug/1 68125 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 76
2 1-Ethyl-3-methylcyclohexane (c,t) 126 CSH18 003728-55-0 72
3 Cyclohexane, 1-methyl-3-propyl- 140 C1eH20 004291-80-9 64
4 Succinic acid, di(2-methylcycloh... 310 C18H3004 1000329-83-0 59
5 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 59

Abundance Scan 1859 (12.420 min): VX037460.D\data.ms (-1848) (- m/z 97.05 100.00%
97.0
55.1
5000
e
‘\ 75 JJ 150 1350 17 —
e ‘ e . m/z 55.10  68.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
5000 1
12.50
m/z 96.10 26.34%
126.0
\\\‘\\\\‘H\\\‘\“\ \7\7'8{\\!“\\\\‘\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140 160
Abundance #13276. 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
e
12.50
5000 m/z 41.05 26.16%
126.0
29.0 ‘ ‘ |
W_H‘\m‘w?gn‘?mumwmww_m
m/iz--> 60 80 100 120 140 160
Abundance #20739.Cydohexane,14neﬁwh31xopyh —
=
55.0 97.0 12.50
m/z 69.05 22.06%
B W\W\WW
29.0 ‘ 140.0
m_wm,wH!_u\‘??-ﬂ”!wwWH;W_W -
m/z--> 20 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037460.D

Acqg On : 01 Sep 2023 13:21

Operator : JC/MD

Sample : 04189-01

Misc : 0.90g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Cyclohexane, pentyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.884 6.61 ug/1l 86539 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 90
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 83
3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 78
4 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 72
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 64
Abundance Scan 1935 (12.884 min): VX037460.D\data.ms (-1930) (- m/z 83.10 100.00%
3.1
55.1
5000
154.2 T L
‘ 109.1 12.50 13.00
“H‘H‘ﬂhw‘ ‘uuuh,mwwwu‘_‘mw‘u‘_‘u“u‘_“ m/z 55.10  74.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 — ——
12.50 13.00
m/z 82.05 74.05%
29.0 ‘ 154.0
\\\\‘\‘\‘\\““\\\“!“\‘}H\\“‘\\\\"\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0 Sas B
12.50 13.00
5000 m/z 41.05 36.08%
27.0 ‘ 126.0
m“‘MHNMH‘M““‘\m,uu‘mwm“mwmwm‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102197: Cyclohexane, 1,1'-(1,4-butanediyl)bis- — —
83.0 12.50 13.00
55.0 m/z 69.10 30.48%
5000
29.0 139.0
b o0 les0 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037460.D

Acqg On : 01 Sep 2023 13:21

Operator : JC/MD

Sample : 04189-01

Misc : 0.90g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 unknownl13.292 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.292 10.06 ug/l 131629 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 41
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 41
3 o-Cymene 134 C1eH14 000527-84-4 41
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl0H14 076089-59-3 38
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 38

Abundance Scan 2002 (13.292 min): VX037460.D\data.ms (-1996) (- m/z 119.10 100.00%
119.1

97.1

5000

Loa M

13.00 13.50
m/z 97.10 69.06%

m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 — —
13.00 13.50
91.0 m/z 55.05 61.13%
65.0 ‘
\‘\\]-\5\.(‘)\\\3\9“‘.(\)\‘\\“\‘\\f“\\\\“f“\\Ul\\\‘\‘\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
—r —
13.00 13. 50
5000 ITI/Z 117.10 3.34%

91.0
T }F‘?‘Méjﬂ?‘M‘?ﬁ1Q““L
m/z--> 0 20 40 60 80 100 120 140 160 180 /UJKNJV
Abundance #16991: o-Cymene

119.0 13 00 13 50
m/z 134.05 41.37%

5000 91.0

39.0 650 ‘ jk
150 | | \\ I \‘\ A

m/z--> 0 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037460.D

Acqg On : 01 Sep 2023 13:21

Operator : JC/MD

Sample : 04189-01

Misc : 0.90g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Undecane, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.384 5.59 ug/1 73162  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 87
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 76
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 68
5 Decane, 5,6-dipropyl- 226 Cl16H34 119209-20-0 64
Abundance Scan 2017 (13.384 min): VX037460.D\data.ms (-2013) (- m/z 57.10 100.00%
57.1
o \J\J
— —
‘ | 98"0 uio laag 1300 13.50
et g 4y L0 184 m/z 71.10  44.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 e el
13.00 13.50
290 m/z 43.10  35.40%
H 98.0
\\\\‘\}\\“"\\\‘H“\\“i?.‘o{‘\\\“‘\\”\‘\\\]_\4‘1\.(\)\\‘]-\6\9\.(\)‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
— —
13.00 13.50
5000 m/z 41.10 23.49%
29.0 112.0
85.0
B80T 1410 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl- — T
57.0 13.00 13.50
m/z 98.05 15.85%
5000
29.0 L 98.0
e lre L 1a00  8a0 L
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037460.D

Acqg On : 01 Sep 2023 13:21

Operator : JC/MD

Sample : 04189-01

Misc : 0.90g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Octane, 2,3,7-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.841 6.63 ug/1l 86744  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 78
2 Decane, 2-methyl- 156 C11H24 006975-98-0 78
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 72
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 64
5 Decane, 5,6-dipropyl- 226 Cl16H34 119209-20-0 64
Abundance Scan 2092 (13.841 min): VX037460.D\data.ms (-2088) (- m/z 57.10 100.00%
57.1
o ML
85.0 113.1 T L —
- 13.50 14.00
S— uH\ A, H 14020032 1083 1 65 92.92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #33100: Octane, 2,3,7-trimethyl-
57.0
5000 e "
13.50 14.00
m/z 43.10 55.27%
99 | w0 1190
n | | Il
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #33087: Decane, 2-methyl-
43.0
— ——
13.50 14.00
71.0 o
5000 m/z 41.10 32.38%
113.0
141.0
2.0 ﬂMAWAJAAﬂAJMMWRWV
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl- P :
57.0 13.50 14.00
m/z 56.10 20.41%
5000
29.0
| ‘ gs.o 1130
m/z--> 0 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\VX090123\
Data File : VX037460.D

Acqg On : 01 Sep 2023 13:21

Operator : JC/MD

Sample : 04189-01

Misc : 0.90g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 unknownl13.908 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.908 5.35 ug/1 70009 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 47
2 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 43
3 4-Isopropylcyclohexanone 140 C9H160 005432-85-9 30
4 Cyclopentane, pentyl- 140 C10H20 003741-00-2 25
5 6-Tridecene, (Z)- 182 C13H26 006508-77-6 25
Abundance Scan 2103 (13.908 min): VX037460.D\data.ms (-2099) (- m/z 69.10 100.00%
69.1
5000 \MM/UV]\AM
——
14.00
m/z 55.10 98.84%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #87665: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
97.0
5000 T
14.00
29.0 167.0 m/z 97.10  67.38%
125.0
‘\\\\‘\‘\\\H\\\h T H‘“‘\\“\‘\“i“u\‘H‘H‘\”M\‘HH‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #71781: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alp
55.0
——
9.0 14.00
5000 m/z 41.00 56.36%
29.0 167.0
125.0
196.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #21527: 4-Isopropylcyclohexanone T
41,0 L 69.0 14.00
m/z 57.10 50.64%
5000 140.0
97.0
0] .
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037460.D

Acqg On : 01 Sep 2023 13:21

Operator : JC/MD

Sample : 04189-01

Misc : 0.90g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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|
Methanol, TMS d... 2.940 5.9 ug/l 61765 1 5.544 522971 50.0
Cyclohexane, 1-... 12.421 5.2 ug/l 68125 4 12.024 654487 50.0
Cyclohexane, pe... 12.884 6.6 ug/l 86539 4 12.024 654487 50.0
unknown13.292 13.292 10.1 ug/l 131629 4 12.024 654487 50.0
Undecane, 2,6-d... 13.384 5.6 ug/l 73162 4 12.024 654487 50.0
Octane, 2,3,7-t... 13.841 6.6 ug/l 86744 4 12.024 654487 50.0
unknown13.908 13.908 5.3 ug/l 70009 4 12.024 654487 50.0
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