LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21424\
Data File : VN@©81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH WAL-OILY-DEBRIS

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.M

Title : SW846 8260

Signal : TIC: VN@81@32.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.659 114 120 129 rBV 54798 104119 3.65% 0.246%
2 2.818 139 147 148 rBV3 39472 81194 2.85% 0.192%
3 8.165 1046 1056 1061 rBV 385291 931101 32.67% 2.200%
4 8.224 1061 1066 1077 rVB 779281 1716383 60.23% 4.055%
5 8.577 1117 1126 1137 rBV 410925 948252 33.28%  2.240%

6 9.100 1204 1215 1228 rBV 1129075 2373491 83.29% 5.607%
7 9.335 1247 1255 1264 rBV = 117928 266708 9.36% ©0.630%
8 9.571 1288 1295 1306 rBV3 49781 144636 5.08% ©.342%
9 10.494 1447 1452 1457 rBV5 27795 49758 1.75% 0.118%
10 10.571 1457 1465 1471 rVV 1448680 2708799 95.05% 6.400%
11 10.629 1471 1475 1485 rVB 97660 182981 6.42% ©.432%
12 10.747 1492 1495 1502 rVB7 22583 37363 1.31% ©0.088%
13 10.912 1518 1523 1532 rVB5 31602 67865 2.38% ©0.160%
14 11.000 1534 1538 1545 rBV5 34830 70169 2.46%  ©0.166%
15 11.276 1581 1585 1589 rBV6 20369 33264 1.17% 0.079%
16 11.418 1602 1609 1615 rVV3 72673 166316 5.84% ©.393%
17 11.470 1615 1618 1624 rVB5 29803 52621 1.85% ©.124%
18 11.647 1644 1648 1650 rBv4 23051 37796 1.33% ©.089%
19 11.682 1650 1654 1657 rVVe 25973 44338 1.56% ©0.105%
20 11.747 1662 1665 1671 rVB5 22796 42438 1.49% 0.100%

21 11.865 1678 1685 1696 rVB 1570364 2849730 100.00%
22 11.965 1697 1702 1707 rBV 115821 203310  7.13%
23 12.070 1713 1720 1724 rBV 347104 674741 23.68%
24 12.153 1732 1734 1740 rVB3 52770 76550 2.69%
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25 12.400 1765 1776 1781 rBV3 218321 596422 20.93% 409%
26 12.535 1796 1799 1803 rBV2 80273 123764 4.34% 0.292%
27 12.623 1810 1814 1818 rBV2 101766 154316 5.42% ©.365%
28 12.794 1841 1843 1847 rBV5 32417 55674 1.95% 0.132%
29 12.853 1847 1853 1860 rVB 1116782 1936621 67.96% 4.575%
30 13.035 1878 1884 1889 rBV3 93835 162284 5.69% ©.383%

31 13.100 1889 1895 1899 rBV 266909 518620 18.20%
32 13.176 1903 1908 1914 rVVv4 329988 668252 23.45%
33 13.229 1914 1917 1922 rVB4 65232 102561 3.60%
34 13.488 1955 1961 1967 rBV 513597 941731 33.05%
35 13.617 1979 1983 1987 rBv4 99748 178075 6.25%
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36 13.682 1987 1994 1998 rVV5 223240 526289 18.47% 1.243%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21424\
Data File : VN@©81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH WAL-OILY-DEBRIS

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.M
Title : SW846 8260
37 13.794 2007 2013 2023 rVB2 1402498 2749087 96.47%  6.495%
38 13.988 2041 2046 2049 rBV2 216067 364086 12.78%  0.860%
39 14.123 2063 2069 2078 rBv4 602810 1320710 46.35% 3.120%
40 14.247 2083 2090 2093 rBV6 122517 311152 10.92% 0.735%
41 14.335 2101 2105 2110 rVB2 242430 385535 13.53% 0.911%
42 14.441 2119 2123 2129 rVB2 345129 537479 18.86% 1.270%
43 14.506 2130 2134 2140 rBV5 291656 569530 19.99% 1.346%
44 14.576 2142 2146 2150 rVV5 335902 536631 18.83% 1.268%
45 14.629 2150 2155 2158 rVV 713121 1171967 41.13% 2.769%
46 14.664 2158 2161 2169 rVB2 502893 1005166 35.27% 2.375%
47 14.794 2176 2183 2188 rBV4 569091 1197435 42.02% 2.829%
48 14.847 2188 2192 2202 rVB9 397845 843793 29.61%  1.993%
49 15.058 2220 2228 2233 rVV6 514166 1473068 51.69% 3.480%
50 15.111 2233 2237 2245 rVB5 554667 968894 34.00% 2.289%
51 15.217 2251 2255 2260 rBV2 586311 1162981 40.81% 2.748%
52 15.270 2260 2264 2268 rVV3 530072 864294 30.33% 2.042%
53 15.323 2269 2273 2282 rVB7 330948 756817 26.56% 1.788%
54 15.700 2330 2337 2344 rBV8 774781 2189828 76.84% 5.174%
55 15.929 2372 2376 2379 rBV4 251441 489574 17.18% 1.157%
56 16.170 2412 2417 2423 rBV5 866433 1838651 64.52% 4.344%

57 16.711 2504 2509 2516 rBV2 846268 1762339 61.84% 4.164%

Sum of corrected areas: 42327549
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21424\
Data File : VN@81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_ N/MEOH WAL-OILY-DEBRIS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN081032.D\data.ms
1500000
1000000
500000
2.652.818
Om\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
Time--> 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 6.40 6.60 6.80
Abundance TIC: VN081032.D\data.ms
1500000 10.571
9.100
1000000
8.224
500000 8.1 8.577
9.335
9.571 10.45400 74103911900 112761 55 o
0—— A r——— ] ; ‘ ‘ i
Time--> 7.00 7.50 8.00 8.50 9 00 9. 50 10 00 10 50 11 00 11 50
Abundance TIC: VN081032.D\data.ms
B65 13.794
1500000
151.0 1%3270
12.853 . .32
14.622 794
1000000
500000
O T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 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_N\Data\VN©21424\
Data File : VN@81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_ N/MEOH WAL-OILY-DEBRIS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 Naphthalene, decahydro-, tr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.123  24.02 ug/l 1320710 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 97
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 97
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 76
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 76
5 2-Cyclohexen-1-one, 4-(1-methyle... 138 C9H140 000500-02-7 74
Abundance Scan 2069 (14 123 min): VN081032.D\data.ms (-2063) (-~ = m/z 67.00 100.00%
0 138.1
41.0 96.0
5000
—— —
171.0 14.00 14.50
0 bl AEOL983 /7 138,05 83.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
41.0 9.0
5000 . el
14.00 14.50
m/z 68.00 75.41%
0' \\‘\H\“\\“\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0 —r— —r—
41.0 14.00 14.50
5000 m/z 81.00 64.13%
0 _‘l‘mwmuw e ‘_n‘u_m“mwmwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19395: Spiro[4.5]decane T —
67.0 96.0 14.00 14.50
138.0 m/z 95.95 63.80%
] MJ\M
0! Hwﬂ"ﬂu““J‘H““‘H“““H“ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21424\
Data File : VN@81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_ N/MEOH WAL-OILY-DEBRIS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 Naphthalene, decahydro-2-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.629 21.32 ug/l 1171976 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 96
3 Bicyclo[3.3.1]nonane-2,7-dione 152 C9H1202 1000210-30-3 70
4 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 68
5 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 64

Abundance Scan 2155 (14 629 min): VN081032.D\data.ms (-2150) (- | m/z 81.00 100.00%

30 152.1
41.0
5000

09.1 — —
H F ‘ 1450 15.00
obrerrdl ‘mHJmmﬂuw_hW_%gﬂﬁ?ﬁﬁﬁ‘u‘_u‘_?gﬁr m/z 152.05 82.57%
miz--> 20 40 60 80 100120140 160180200220 240260280
Abundance #29507 Naphthalene, decahydro-2-methyl-
41.0 810 152.0
5000 S e
14.50 15.00
09.0 m/z 67.00 80.12%

o

1y
\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
P
410 152.0 14.50 15.00
5000 ITI/Z 95.10 78.84%
09.0
ww«wWWM‘
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #30200: Bicyclo[3.3.1]nonane-2,7-dione T —
55.0 14.50 15.00

m/z 41.00 62.92%

152.0
5000
M T 1240
\‘\
[

o

O‘MuwhwW"WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HHM‘HM‘ — :
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_N\Data\VN©21424\
Data File : VN@81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_ N/MEOH WAL-OILY-DEBRIS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 2-(1-Adamantyl)-N-hydroxyac... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.664  18.28 ug/l 10051760 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(1-Adamantyl)-N-hydroxyacetamide 209 C12H19NO2 136561-40-5 64
2 1-Adamantyl methyl ketone 178 C12H180 001660-04-4 64
3 3-Methyl-4-isopropylphenol 150 C1eH140 003228-02-2 64
4 4-Cyanobenzoic acid, 2-(1-adaman... 309 C20H23NO2 1000292-45-1 64
5 1-Adamantanemethanol 166 C11H180 000770-71-8 64

Abundance Scan 2161 (14.664 min): VN081032.D\data.ms (-2158) (- | m/z 135.05 100.00%

135.1
5000
93.0

‘Y—Y—‘—Y—Y—Y—Y—'—Yﬁ
00 | 14.50 15.00
0 | 187.22182 28L0 ./, 93.00  28.54%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86263: 2-(1-Adamantyl)-N-hydroxyacetamide
135.0

5000 — e
14.50 15.00

m/z 79.00 16.32%

79.0
21.0 ‘ ‘ 177.0
\H‘\‘\‘\\“‘”1HH\"\“\H“i‘\\h‘\‘\“\\\‘H\‘!‘\1‘\\’\\\\“’\\\‘\2‘(\)%.\?\\H‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52813: 1-Adamantyl methyl ketone
135.0

T —
14.50 15.00

o

o

5000 m/z 150.05 14.76%
79.0
B L o
Ottt e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27496: 3—Meth_y|—4—isopropylphenol e T
135.0 14.50 15.00

m/z 91.00 10.99%

5000
91.0
39.0

oS W A I B O — S
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_N\Data\VN©21424\
Data File : VN@81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_ N/MEOH WAL-OILY-DEBRIS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 4 1-Methyldecahydronaphthalene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.794 21.78 ug/l 1197446  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 90
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 90
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 89
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 62
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 62

Abundance Scan 2183 (14.794 min): VN081032.D\data.ms (-2176) (-  m/z 67.00 100.00%

67.0 95.0 152.1
5000
39.0
—— —
‘ H ‘ F231 022 ‘ 14.50 15.00
ol b LAl Lyl Ly 2022 2810 g5 69 95.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0
95.0 152.0
5000 —r— —
14.50 15.00
m/z 152.05  95.55%
| 23.0
O ‘ TTTT ‘ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29497: 1-Methyldecahydronaphthalene
41.0
9.0 152.0 AL 1T
14.50 15.00
5000 m/z 82.00 86.32%
ob AL J20
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl- — —
81.0 14.50 15.00
m/z 81.00 83.56%
41.0 152.0
5000
FOQ .0
ol ‘W‘NW‘WWNHW‘HW‘HW‘H‘_H‘_H‘_H‘_H‘_‘ —r— —r—
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_N\Data\VN©21424\
Data File : VN@81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_ N/MEOH WAL-OILY-DEBRIS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 1-Phenyl-1-butene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.059 26.79 ug/l 1473070  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 94
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 89
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 83
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 76
Abundance Scan 2228 (15.058 min): VN081032.D\data.ms (-2220) (- | m/z 117.00 100.00%
117.0
67.0 205.2 T |
37lo ‘ ‘1521 15.00
0’ s 2804 91,00 40.44%
miz--> 50 100 150 200 250
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 —
15.00
m/z 132.00 38.51%
390 /7.0
O ‘\‘ i‘m \‘M\”‘h\ - ‘HH‘\ ‘\ ‘H\“\ B B e B I s
miz--> 50 100 150 200 250
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
R [
15.00
5000 m/z 115.00 32.65%
390 70
[o | R “‘ Mu ‘\M‘H\‘H‘ \‘\ ‘\\\“ “ \H“\ e e e
miz--> 50 100 150 200 250
Abundance #16137: 1-Methyl-2-phenylcyclopropane —— ‘
117.0 15.00
m/z 95.00 29.51%
w \AWJ]M\JV%ﬁAN/\Affo
390 77.0
bt b pu b ——
m/z--> 50 100 150 200 250 15.00

82N021424W.M Thu Feb 15 10:31:46 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

k% ok ok % 5k ok % K
Peak Numb

15.111

Hit# of
1 Naphth
2 1H-Ind
3 6,6-Di
4 Cycloh
5 Decali

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21424\
VN@81032.D
: 14 Feb 2024 18:07

JC\MD
: P1459-03 20X
: 1.01g/10mL/100uL/5.00mL/MSVOA_ N/MEOH WAL-OILY-DEBRIS
: 17  Sample Multiplier: 1

hod : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N021424W.M
le : SW846 8260

ry : C:\Database\NIST20.L
ration Parameters: LSCINT.P
sk 3k 5k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 5k 3 5k 5k 3 5K 5k 3 5K 5k 3 5K 5k 3 5K >k 3k 5K 5k 3 5k 5k 3k 5k >k 3k >k >k 3k >k ok k >k ok Kk kK
er 6 unknownl5.111 Concentration Rank 10
EstConc Area Relative to ISTD R.T.
17.62 ug/1l 968894  1,4-Dichlorobenzene-d4 13.794
5 Tentative ID MW MolForm CASH# Qual
alene, decahydro-2-methyl- 152 C11H20 002958-76-1 38
ene, l-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 38
methyl-cyclooct-4-enone 152 C1@H160 1000194-10-0 30
eptanone, 2-(2-methylpropy... 166 C11H180 120694-89-5 25
n, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 25

Abundance

5000

o

m/z--> 20 40 60 80 100120140160180200220240260280

Scan 2237 (15.111 min): VN081032.D\data.ms (-2233) (- m/z 95.00 100.00%
95.0 133.0

67.0

166.1

§

39,0

—_—
L
,H‘wa‘MmemeWMﬂkmhwwmwm?R%%‘uH_‘H_?gﬁf m/z 133.00  90.21%

Abundance

5000

o

m/z-->

#29508: Naphthalene, decahydro-2-methyl-
55.0 95.0

152.0

‘ 23.0
\h h‘h h‘h Il ‘f ‘\ |

20 40 60 80 100120140160180200220240260280

=

— —
15.00 15.50

m/z 151.05 86.07%

Abundance

5000

o

m/z-->

#41593: 1H-Indene, 1-ethyloctahydro-7a-methyl-, (1.alph
95.0

<

— —
67.0 15.00 15.50

m/z 67.00 74.66%

166.0

137.0

20 40 60 80 100120140160180200220240260280

¥

Abundance #29193: 6,6-Dimethyl-cyclooct-4-enone T —
82.0 15.00 15.50
m/z 81.00 71.06%
50001 410
152.0
e |
o,‘;“‘Mn‘s“"J‘Hu“MN“M‘WM‘!‘m‘wu_m_m_Wwwww‘ — —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21424\
Data File : VN@81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_ N/MEOH WAL-OILY-DEBRIS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.217  21.15 ug/1 1162980 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 97
2 Indan, epoxide 132 C9H80 000768-22-9 49
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 46
4 Benzene, [2-(1,1-dimethylethyl)c... 174 C13H18 1000362-12-2 38
5 2-Methylbenzyl cyanide 131 CSHOSN 022364-68-7 38

Abundance Scan 2255 (15.217 min): VN081032.D\data.ms (-2251) (- | m/z 104.00 100.00%

104.0
5000 132.0
T

41.0 ‘ ‘ 166.1 15.00 15.50
0 ‘m‘“u‘wﬁmM‘“““MH"Ww_WLH“““2‘9‘7‘2”“_m_??‘l‘“ m/z 132.00  44.68%
miz> 20 40 60 80 100120140160 180200220240260280
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 Lo
15.00 15.50

m/z 91.00 40.45%
\‘u I ‘ 1 \H H \h‘

Ll
’HH‘HH‘HH‘HH‘ \H‘HH‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16653: Indan, epoxide
104.0

o
S|
=
o

15.00 15.50
5000 m/z 95.05  20.66%

51.0 132.0
HJ ‘J N \‘\
,\m‘\m‘mwm‘ T T T T T T T T

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #16678: 2H-Inden-2-one, 1,3-dihydro- —— —
104.0 15.00 15.50

m/z 81.00  18.22%

5000 132.0 ﬂjb\ﬂAp/J\ﬁf«ﬁ\/\AjN\/\
51.0

0h —r —r
miz--> 20 40 60 80 100120140 160 180200220240 260280 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21424\
Data File : VN@81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_ N/MEOH WAL-OILY-DEBRIS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.700  39.83 ug/l 2189830 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 64
2 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 46
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H1e0 000530-93-8 30
4 Bromoacetic acid, 2-phenylethyl ... 242 C10H11Bro02 003785-33-9 22
5 Acetic acid, 2-phenylethyl ester 164 C10H1202 000103-45-7 22
Abundance Scan 2337 (15.700 min): VN081032.D\data.ms (-2330) (- | m/z 103.95 100.00%
104.0
149.1
5000
e —
37'0 5 (ﬂ “ M 15.50 16.00
ok N‘mﬁ? i L u‘l A1882219.1 2810 1/, 149,05  66.73%
50

I
m/z--> 100 150 200 250
Abundance  #25044: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
146.0

5000 ]
15.50 16.00
m/z 91.00 45.99%

51.0 ‘
01\5.\0‘\ ‘\‘ i“ Ay H\ 4l “‘ \M‘\ ‘H“ \M‘ B B B B B
miz> 50 100 150 200 250
Abundance  #24966: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro-
104.0

T
15.50 16.00

5000 146.0 m/z 146.00 43.33%
39.0
oL ‘Mw«ﬂﬂ‘tyédpd J JW " ‘H . — — A/MJ\/\J\Av/\/\\\/\/XJj\
miz--> 50 100 150 200 250
Abundance #24947: 2(1H)-Naphthalenone, 3,4-dihydro- —F =
104.0 15.50 16.00

m/z 131.05  28.49%

146.0
5000
39.0
| Jw‘7440\‘ ‘ L\ |

ot uttm g L — — — = —F
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21424\
Data File : VN@81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_ N/MEOH WAL-OILY-DEBRIS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.170  33.44 ug/1l 1838650 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 55
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 55
3 Benzene, (1-methylenebutyl)- 146 C1l1H14 005676-32-4 53
4 SH-Cyclohepta[b]pyridine, 6,7,8,... 163 C10H13NO 041043-09-8 46
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 45

Abundance Scan 2417 (16.170 min): VN081032.D\data.ms (-2412) (- m/z 118.00 100.00%

118.0
5000
41.0 77.0

T T
163.1 16.00 16.50
194.1 281.

T

o Ay il 28 R m/z 131.00 68.30%

miz--> 50 100 150 200 250
Abundance  #25055: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

5000 s R
16.00 16.50
91.0 m/z 146.05 59.39%
51.0
0150 “M
T ’ T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
P e
16.00 16.50
5000 m/z 117.05 54.94%
91.0
39.0 ‘ ‘ ‘
bt b el Ll M‘w,‘ e
m/z--> 50 100 150 200 250
Abundance #24993: Benzene, (1-methylenebutyl)- T —
118.0 16.00 16.50

m/z 105.00  45.11%

5000
77.0
39.0 ‘
i \‘

. “\‘ ‘L‘ }‘H ‘\H\‘H\h\‘ it o —— — —— ——
miz--> 50 100 150 200 250 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21424\
Data File : VN@81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_ N/MEOH WAL-OILY-DEBRIS

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.711  32.05 ug/1l 1762340  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 168 C12H16 013065-87-1 76
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
4 Benzene, 1,2,4-trimethyl-5-(1-me... 160 C12H16 054340-84-0 70
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 60
Abundance Scan 2509 (16.711 min): VN081032.D\data.ms (-2504) (-~ | m/z 118.05 100.00%
118.1 145.1
5000
91.0 A
39.0 50 16.40 16.60
0 b 73 2023 s 145,05 82.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 LA B B N B A |
16.40 16.60
91.0 m/z 160.10  57.34%
28.0 51.0
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
T
160.0 16.40 16.60
5000 ITI/Z 117.10 42.18%
39.0 91.0
63.0
o} T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- T
145.0 16.40 16.60
m/z 105.00 33.26%
5000
105.0
o, 70 4
N TR A T A1 7 K R — N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.40 16.60

82N021424W.M Thu Feb 15 10:31:51 2024 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21424\
Data File : VN@©81032.D

Acqg On : 14 Feb 2024 18:07

Operator : JC\MD

Sample : P1459-03 20X

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH WAL-OILY-DEBRIS

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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|
Naphthalene, de... 14.123 24.0 ug/l 1320710 4 13.794 2749090 50.0
Naphthalene, de... 14.629 21.3 ug/l 1171970 4 13.794 2749090 50.0
2-(1-Adamantyl)... 14.664  18.3 ug/l 1085170 4 13.794 2749090 50.0
1-Methyldecahyd... 14.794 21.8 wug/l 1197440 4 13.794 2749090 50.0
1-Phenyl-1-butene 15.059 26.8 ug/l 1473070 4 13.794 2749090 50.0
unknown15.111 15.111 17.6 ug/l 968894 4 13.794 2749090 50.0
Naphthalene, 1, 15.217 21.1 wug/l 1162980 4 13.794 2749090 50.0
Naphthalene, 1,... 15.700 39.8 ug/l 2189830 4 13.794 2749090 50.0
Naphthalene, 1,... 16.170 33.4 ug/l 1838650 4 13.794 2749090 50.0
Naphthalene, 1, 16.711 32.1 wug/l 1762340 4 13.794 2749090 50.0
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