LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 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\82X021723W.M

Title : SW846 8260

Signal : TIC: VX@34343.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.385 694 705 716 rBV 164389 479432 12.25% 2.060%
2 5.550 716 732 753 rVB 284503 900648 23.02% 3.870%
3 5.824 765 777 789 rBV2 34164 103873 2.65% 0.446%
4 5.952 789 798 814 rBV2 185033 490333 12.53% 2.107%
5 6.610 896 906 915 rBV2 42891 100450 2.57% 0.432%
6 6.763 921 931 947 rBV 439534 1070794 27.37% 4.602%
7 7.379 1020 1032 1043 rBV 54745 124987 3.19% 0.537%
8 8.647 1233 1240 1246 rBV 954674 1490476 38.09% 6.405%
9 8.720 1246 1252 1269 rVB 1039991 1598399 40.85% 6.869%
10 10.055 1465 1471 1487 rVB 931220 1272284 32.52% 5.468%
11 10.360 1517 1521 1529 rVB 42294 55861 1.43% 0.240%
12 11.079 1634 1639 1652 rVV 771266 1045841 26.73% 4.494%
13 11.189 1652 1657 1660 rBV3 32204 45545 1.16% 0.196%
14 11.433 1692 1697 1700 rBV2 39520 61666 1.58% 0.265%
15 11.475 1700 1704 1709 rVB 283055 334056 8.54% 1.436%
16 11.573 1716 1720 1723 rBV 41066 53739 1.37% 0.231%
17 11.713 1740 1743 1746 rBV 108660 122984 3.14% 0.529%
18 11.835 1759 1763 1766 rBV3 48004 77979 1.99% 0.335%
19 11.890 1766 1772 1776 rVV3 76853 114739 2.93% 0.493%
20 11.939 1776 1780 1784 rBV2 137607 211486 5.41% 0.909%
21 11.975 1784 1786 1789 rVB2 41282 41447 1.06% ©0.178%
22 12.024 1789 1794 1799 rBV 905806 1293734 33.06% 5.560%
23 12.073 1799 1802 1804 rVV2 85049 71851 1.84% 0.309%
24 12.103 1804 1807 1812 rBV 110803 109532 2.80% 0.471%
25 12.152 1812 1815 1816 rBvV2 43876 46935 1.20% 0.202%
26 12.170 1816 1818 1825 rVB2 143250 194202 4.96% 0.835%
27 12.262 1825 1833 1836 rBV4 66268 156382 4.00% 0.672%
28 12.311 1836 1841 1848 rBV6 147676 305210 7.80% 1.312%
29 12.384 1848 1853 1854 rBV3 77812 120969 3.09% 0.520%
30 12.420 1855 1859 1864 rVB 1173374 1373345 35.10% 5.902%
31 12.469 1864 1867 1873 rVB3 192886 343513 8.78% 1.476%
32 12.555 1874 1881 1883 rBv4 196091 354661 9.06% 1.524%
33 12.634 1891 1894 1898 rVB2 59514 81713 2.09% 0.351%
34 12.683 1898 1902 1905 rBV2 130692 174802 4.47% 0.751%
35 12.762 1911 1915 1917 rBV3 102881 140118 3.58% 0.602%
36 12.817 1921 1924 1930 rVB 286021 379455 9.70% 1.631%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 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\82X021723W.M
Title : SW846 8260
37 12.884 1930 1935 1943 rBV2 444908 765168 19.56%  3.288%
38 12.945 1943 1945 1947 rBV2 61250 76517 1.96% 0.329%
39 12.987 1947 1952 1957 rVB 1146143 1522279 38.91% 6.542%
40 13.042 1957 1961 1965 rVB3 138478 156545 4.00% 0.673%
41 13.097 1967 1970 1975 rVB2 68783 121224 3.10% 0.521%
42 13.158 1975 1980 1981 rBV5 50933 82232 2.10% 0.353%
43 13.268 1993 1998 2000 rVV 314314 474431 12.13% 2.039%
44 13.292 2000 2002 2008 rVB4 239359 329202 8.41% 1.415%
45 13.347 2008 2011 2015 rVB4 82441 96799 2.47% 0.416%
46 13.414 2018 2022 2032 rVB5 165920 416388 10.64% 1.789%
47 13.499 2032 2036 2041 rVB6 57227 96181 2.46% 0.413%
48 13.591 2047 2051 2055 rVB6 36299 50747 1.30% 0.218%
49 13.676 2061 2065 2068 rBv4 41214 75406 1.93% 0.324%
50 13.798 2082 2085 2089 rVB2 39399 45795 1.17% 0.197%

51 14.438 2185 2190 2206 rVB 3376797 3912747 100.00% 16.815%

52 14.981 2274 2279 2285 rVB 48666 63721 1.63% 0.274%
53 15.194 2308 2314 2320 rBv4 21515 40882 1.04% 0.176%
Sum of corrected areas: 23269705
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.M
Quant Title : SW846 8260

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

Abundance TIC: VX034343.D\data.ms
3000000
2500000
2000000
1500000
1000000

500000 £ 550
5.385° 5.952
5.82

0H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘H_F\/‘\\H\‘\

Time--> 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
Abundance TIC: VX034343.D\data.ms

3000000
2500000
2000000

1500000

1000000 88470 10.055
11.079

500000 6.763

11.47¢

6.610 7.379 10.360 1.18911.&&3
0'—v—'*/w¥\ [ I L — I — T T —T T L

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX034343.D\data.ms

14.438

3000000

2500000

2000000

1500000

12.420 12.987

1000000

500000

14.9835.194
T ‘ T T ‘ T T T ‘ T T T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50

T ‘ T T ‘ T
12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Decane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.475 12.91 ug/1 334056 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 95
2 Undecane 156 C11H24 001120-21-4 78
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 78
4 Nonane 128 C9H20 000111-84-2 64
5 Tridecane 184 C13H28 000629-50-5 59
Abundance Scan 1704 (11.475 min): VX034343.D\data.ms (-1700) (- | m/z 57.05 100.00%
57.0
5000
85.1
.
11.50
113.1 1422
01659‘ m/z 43.10  98.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22068: Decane
43.0
5000 J‘/M\ L —
71.0 11.50
m/z 41.05 47.56%
o150l [ | |00 o
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0
—
11.50
m/z 71.05 40.68%
5000 71.0
0 \‘ || 1990 1270 1560
H‘_“W‘H“H‘w“u‘u“_‘u“u“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ,jkj\
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester e e
57.0 11.50
m/z 85.10 27.09%
5000
85.0
29.0
0 L ‘ ‘ 1110 1540 1820 2270 | _m
H‘_H‘_“_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Undecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.420 53.08 ug/l 1373350  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 81
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 80
3 Decane, 2-methyl- 156 C11H24 006975-98-0 72
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 72
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 72
Abundance Scan 1859 (12.420 min): VX034343.D\data.ms (-1855) (- m/z 57.05 100.00%
57.0
5000
85.1
—F
12.50
113.1 156.2
Ol ol 1821 m/z 43.106  91.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
5000 1
85.0 12.50
29.0 ' m/z 41.10 49.78%
| ‘ I | ‘ 1130  156.0
O\\\\‘\‘\\\‘\\\\“\\H\‘1\\\“\\i‘\‘\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
—
12.50
5000 m/z 71.10 48.06%
85.0
29.0
0 \‘ \‘\ uh \h‘ ‘\11\10 154.0 182.0 227.C
e RAE R L L s e e e e ARERRERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33086: Decane, 2-methyl- 1
43.0 12.50
m/z 55.10 29.37%
5000 710
NECL) I I T
"H‘H‘W‘H‘_‘H‘H‘W‘H‘_"W‘H‘_‘H‘H‘W‘H‘_‘H —
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\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 unknownl2.469 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.469 13.28 ug/l 343513 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Undecene, (Z)- 154 C11H22 000821-97-6 43
2 3-Undecene, (E)- 154 C11H22 001002-68-2 43
3 5-Undecene, (E)- 154 C11H22 000764-97-6 43
4 4-Hepten-3-one, 4-methyl- 126 C8H140 022319-31-9 43
5 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 38
Abundance Scan 1867 (12.469 min): VX034343.D\data.ms (-1864) (- m/z 55.10 100.00%
55.1 97.1
125.1
5000
154.2 —
‘ ‘ 7. 12.50
.| L1809 9796 91.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31401: 3-Undecene, (2)-
41.0
5000 69.0 T
12.50
m/z 69.10 87.49%
. 154.0
Ok 15.0 T \“HH‘\ T \h‘ T \‘i \1‘2\6\\0\ T \‘\ [T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31410: 3-Undecene, (E)-
41.0
——
69.0 12.50 .
5000 m/z 125.10 51.84%
154.0
o 1280
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31415: 5-Undecene, (E)- —
55.0 12.50
m/z 41.10 51.28%
5000
29.0 83.0 154.0
‘ 111.0
0+ R R REEEREN RS —
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 unknownl12.555 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.555 13.71 ug/1 354661 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 49
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 47
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 43
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 43
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 38
Abundance Scan 1881 (12.555 min): VX034343.D\data.ms (-1874) (- m/z 55.05 100.00%
55.0 97.1
5000
154.2 — :
o ‘ 11?.1 ‘ 12.50
o e myz 97.10 96.93%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0
5000 — :
12.50
m/z 83.10 69.79%
126.0
Ok \7\7-&\\!“H‘H‘HH‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #7609: Cyclohexane, 1,4-dimethyl-
55.0 97.0
T \
12.50
5000 m/z 41.10 49,04%
27.0
A I 2 T A
m/z--> 20 40 60 80 100 120 140 160
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- —
55.0 .0 12.50
m/z 82.10 37.60%
29.0 ‘ 126.0
0 ‘¢77ﬂ s
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 trans-Decalin, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.817 14.67 ug/1 379455 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 93
3 Pulegone 152 C1eH160 000089-82-7 87
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 83
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 80
Abundance Scan 1924 (12.817 min): VX034343.D\data.ms (-1921) (- m/z 81.10 100.00%
81.1
152.2
5000 411
110.1 T T
‘ 52 H 135.2 12.50 13.00
anaans ‘MHP* - b mjz 152.20 8e.16%
m/z--> 20 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
152.0
5000 = ERIES
12.50 13.00
29 0 109.0 J m/z 67.05 77.29%
O\‘\\\\‘\\\ 130
m/z--> 0 100 120 140 160
Abundance #29507.Naphthdene,decahydn»24neﬂwk
41.0 81.0 152.0
— ——
12.50 13.00
5000 m/z 95.10 67.83%
109.0
o Sl _‘“w\:‘l$mf’w -
m/z--> 20 40 60 80 100 120 140 160
Abundance #29065: Pulegone “ ——
81.0 152.0 12.50 13.00
m/z 41.10 50.37%
109.0
S N O N1 IR O PVPL'VAWO Y, ¥
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 6 Cyclohexane, (4-methylpentyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.884  29.57 ug/1 765168 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 76
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 74
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 52
4 1-Butanone, 1-cyclohexyl- 154 C10H180 001462-27-7 43
5 5-Undecene 154 C11H22 004941-53-1 35

Abundance Scan 1935 (12.884 min): VX034343.D\data.ms (-1930) (- m/z 83.10 100.00%
551 531
5000
T —
| | 1110 15?'2 12.50 13.00
ol 208 Ml 1360 Ly 1822 n/; 55.10 82.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 — ——
12.50 13.00
m/z 82.10 70.01%
29.0
O T ’ \‘\‘\ T \‘ ‘ \Hh\ T “! T \1‘0\5\.‘(\) \1‘255\.(\)\ ‘ TTTT ‘1-\6}8;9 ‘ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0 i e
12.50 13.00
5000 m/z 41.10 51.67%
29.0 154.0
1 T EE L Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13260: Cyclohexane, (1-methylethyl)- T —
83.0 12.50 13.00
55.0 m/z 69.10  37.27%
5000
270 ‘ 126.0
0‘,JJHMW“W‘J“pﬁ““‘H““W““‘H““H — ——
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Di-tert-butyl disulfide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.987 58.83 ug/l 1522280 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 62
2 Disulfide, (1,1-dimethylethyl)(1... 178 C8H18S2 072437-46-8 49
3 Disulfide, dibutyl 178 C8H18S2 000629-45-8 47
4 Disulfide, bis(1-methylpropyl) 178 C8H18S2 005943-30-6 47
5 Phosphinous chloride, (chloromet... 172 C5H11C12P 078055-63-7 16
Abundance Scan 1952 (12.987 min): VX034343.D\data.ms (-1947) (f  m/z 57.10 100.00%
57.1
5000
37| 051 1220 1551 1781 13.00
0l e e e e m/z 41.10 32.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53420: Di-tert-butyl disulfide
57.0
5000 T
13.00
29.0 m/z 39.10 11.18%
‘ 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
T
13.00
5000 m/z 121.95 8.48%
29.0
b 8801201780
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53412: Disulfide, dibutyl e
57.0 13.00
m/z 178.10 8.02%
5000
29.0 122.0 178.0
Y PO N - R A Al
m/z--> 20 40 60 80 100 120 140 160 180 13.00

82X021723W.M Tue Mar 07 13:19:55 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.268 18.34 ug/l 474431  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 80
3 Undecane 156 C11H24 001120-21-4 80
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 78
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1998 (13.268 min): VX034343.D\data.ms (-1993) (- m/z 57.10 100.00%
57.1

5000
85.1

38, H\ I I 11%1 1411 17\0'2\

obrrh T 2k T m/z 43.18 73.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45478: Dodecane
57.0
5000 — T
85.0 13.00 13.50

m/z 71.10 47.19%

29.0
Ul 1120 1a0 1700
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0

T
13.00 13.50

o

5000 m/z 41.10 41.18%
85.0
141.0
0 R ey
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33077: Undecane T —
57.0 13.00 13.50

m/z 85.10  28.60%

5000
85.0
290‘
“ I H\ \“ | I 11\3'0 15\6'0

T T
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Naphthalene, decahydro-2,6-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.414 16.09 ug/l 416388 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 92
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 60
3 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 55
4 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 46
5 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 46

Abundance Scan 2022 (13.414 min): VX034343.D\data.ms (-2018) (-] ' m/z 81.10 100.00%

F

5000
—
13.50
0- m/z 55.10 92.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
55.0
5000 U
109.0 13.50
290 137.0 m/z 95.05 92.39%
O' ‘\}‘H“MH“‘H1\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
—
13.50
5000 ITI/Z 97.10 71.27%
0 . . |133)0 |
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29481: Cyclodecene, 1-methyl- —
81.0 13.50
m/z 67.05 66.69%
55.0
5000
109.0 152.0
29.0
o Y S b
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 unknownl4.438 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.438 151.22 ug/1 39127560 1,4-Dichlorobenzene-d4 12.024
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 37
3 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 17
4 Hypophosphonous dichloride, bis(... 246 C8H18C12P2 079898-85-4 12
5 Propane, 2-[(1,1-dimethylethyl)s... 178 C8H1802S 001886-75-5 12
Abundance Scan 2190 (14.438 min): VX034343.D\data.ms (-2185) (- m/z 57.10 100.00%
57.1
5000
154.0 T AEn
14.50
89.0 210.1
ouH,w‘wwwwuuwl?‘z‘qu“‘\,“1‘7‘?-9”_&”, m/z 41.10 28.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87938: Trisulfide, bis(1,1-dimethylethyl)
57.0
5000 T
14.50
m/z 154.00 14.28%
‘ 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
e
14.50
5000 m/z 39.10 9.85%
29.0
178.0
o | ‘ . so %0 |
et e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95826: di-tert-Butyl dicarbonate =
57.0 14.50
m/z 58.10 5.21%
5000
29.0
0 y‘« $‘ AARARA 94? 11?0 1ﬁ&01 SRRARSARRE
R T R A N R RERRR R e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34343.D

Acqg On : 06 Mar 2023 12:36

Operator : JC/MD

Sample : 01758-01DL 10X

Misc : 1.09g/10mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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|
Decane 11.475 12.9 ug/l 334056 4 12.024 1293730 50.0
Undecane 12.420 53.1 wug/l 1373350 4 12.024 1293730 50.0
unknown12.469 12.469 13.3 wug/l 343513 4 12.024 1293730 50.0
unknownl12.555 12.555 13.7 ug/l 354661 4 12.024 1293730 50.0
trans-Decalin, ... 12.817 14.7 ug/l 379455 4 12.024 1293730 50.0
Cyclohexane, (4... 12.884 29.6 ug/l 765168 4 12.024 1293730 50.0
Di-tert-butyl d... 12.987 58.8 ug/l 1522280 4 12.024 1293730 50.0
Dodecane 13.268 18.3 wug/l 474431 4 12.024 1293730 50.0
Naphthalene, de... 13.414 16.1 ug/l 416388 4 12.024 1293730 50.0
unknown14.438 14.438 151.2 ug/l 3912750 4 12.024 1293730 50.0
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