LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90122\
Data File : VN@74241.D

Acqg On : 01 Sep 2022 14:41

Operator : JC\MD

Sample : N4421-09

Misc : 3.36g/5mL/100uL/5.00mL/MSVOA N/MEOH WC-PALM-SP-02-GR

ALS Vvial : 14 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\82N083022W.M

Title : SW846 8260

Signal : TIC: VN@74241.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.404 78 88 98 rBV3 61417 170753 4.65% 0.264%
2 2.751 137 147 148 rBV9 32639 72498 1.97% 0.112%
3 3.322 238 244 252 rVB2 74026 171452 4.67% 0.265%
4 4.769 478 490 504 rBV 71139 236048 6.43% 0.365%
5 5.987 688 697 709 rVvB4 44598 136971 3.73% 0.212%
6 7.945 1020 1030 1035 rBV 197070 495702 13.49% 0.765%
7 8.010 1035 1041 1049 rVB 338289 780291 21.24%  1.205%
8 8.210 1067 1075 1082 rBV6 20092 51509 1.40% ©.080%
9 8.363 1093 1101 1113 rBV3 242008 592841 16.14% 0.916%
10 8.492 1115 1123 1127 rBV9 16081 38651 1.05% 0.060%
11  8.745 1161 1166 1172 rVB3 44327 88314 2.40% 0.136%
12 8.898 1183 1192 1203 rBV 530473 1109888 30.21% 1.714%
13 9.386 1265 1275 1281 rBV5 82685 208193 5.67% 0.322%
14  9.663 1315 1322 1326 rBV8 29364 71286 1.94% 0.110%
15 10.333 1430 1436 1438 rBV 157191 274489 7.47% 0.424%
16 10.374 1438 1443 1452 rVB 843614 1583389 43.11% 2.445%
17 10.557 1469 1474 1480 rVB5 59032 123515 3.36% 0.191%
18 10.716 1497 1501 1508 rVB3 78573 144236  3.93% 0.223%
19 10.810 1511 1517 1522 rBV6 49900 111127 3.03% 0.172%
20 10.898 1529 1532 1537 rBV3 35063 55801 1.52% ©0.086%
21 10.992 1543 1548 1552 rBV2 77697 141715 3.86% 0.219%
22 11.092 1560 1565 1573 rBV4 72790 178224 4.85% 0.275%
23 11.163 1573 1577 1581 rW7 45496 86998 2.37% 0.134%
24 11.227 1585 1588 1592 rVV2 83692 120932 3.29% 0.187%
25 11.286 1592 1598 1603 rVB2 202528 357453  9.73% 0.552%
26 11.392 1610 1616 1620 rBv4 112668 218099 5.94% 0.337%
27 11.433 1620 1623 1624 rBV3 47241 48982 1.33% 0.076%
28 11.492 1629 1633 1640 rVV3 139058 278506 7.58% 0.430%
29 11.568 1642 1646 1650 rVB3 90182 161587 4.40% 0.250%
30 11.686 1659 1666 1674 rBV 1019141 1953572 53.18% 3.017%
31 11.780 1679 1682 1684 rBV3 56910 77133 2.10% ©0.119%
32 11.821 1686 1689 1692 rVB4 72467 77548 2.11% 0.120%
33 11.892 1692 1701 1704 rBV4 193677 628880 17.12% 0.971%
34 11.927 1704 1707 1711 rVB 171130 253906 6.91% 0.392%
35 12.027 1721 1724 1727 rBV5 62352 98492 2.68% 0.152%

36 12.192 1745 1752 1759 rBV5 549242 1229127 33.46% 1.898%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90122\
Data File : VN@74241.D

Acqg On : 01 Sep 2022 14:41

Operator : JC\MD

Sample : N4421-09

Misc : 3.36g/5mL/100uL/5.00mL/MSVOA N/MEOH WC-PALM-SP-02-GR

ALS Vvial : 14 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\82N083022W.M
Title : SW846 8260
37 12.310 1768 1772 1776 rVB 552925 811092 22.08% 1.253%
38 12.392 1776 1786 1788 rBV4 498093 1127710 30.70% 1.741%
39 12.421 1788 1791 1802 rVB3 669705 1444230 39.32% 2.230%
40 12.563 1811 1815 1818 rBV4 213104 292133 7.95% 0.451%
41 12.674 1828 1834 1839 rBV 1394485 2494761 67.92% 3.853%
42 12.833 1857 1861 1869 rVB3 751552 1385248 37.71% 2.139%
43 12.915 1869 1875 1880 rBV5 418704 886719 24.14% 1.369%
44 12.998 1881 1889 1893 rBV4 1083280 2657104 72.34% 4.103%
45 13.133 1909 1912 1916 rVB 539550 723699 19.70%  1.118%
46 13.221 1923 1927 1934 rVB 1278036 1964329 53.48% 3.033%
47 13.351 1946 1949 1953 rBV2 430483 514245 14.00% 0.794%
48 13.404 1954 1958 1961 rBV 473292 657222 17.89% 1.015%
49 13.504 1967 1975 1979 rBV6 1519318 3466051 94.36% 5.352%
50 13.615 1989 1994 2003 rVB3 1386322 3201851 87.16% 4.945%
51 13.757 2014 2018 2023 rBV4 540470 1088151 29.62% 1.680%
52 13.933 2043 2048 2053 rBV2 2111865 3673327 100.00% 5.673%
53 13.980 2053 2056 2060 rVB2 422833 619107 16.85% 0.956%
54 14.257 2099 2103 2109 rVB4 788291 1329400 36.19% 2.053%
55 14.327 2110 2115 2121 rBV6 785282 1451271 39.51% 2.241%
56 14.380 2121 2124 2126 rBV3 324652 471103 12.82% 0.728%
57 14.445 2130 2135 2140 rVV2 2138962 3495201 95.15% 5.398%
58 14.557 2151 2154 2158 rBV6 650232 976864 26.59%  1.509%
59 14.609 2159 2163 2168 rVB4 1241742 1993588 54.27% 3.079%
60 14.792 2191 2194 2199 rVB4 629544 926428 25.22% 1.431%
61 14.857 2201 2205 2210 rVV3 1622377 3246795 88.39% 5.014%
62 14.909 2210 2214 2220 rVB4 1745025 3484837 94.87% 5.382%
63 15.398 2293 2297 2305 rBV3 1296781 2481542 67.56% 3.832%
64 15.809 2364 2367 2374 rVB5 901917 1614514 43.95%  2.493%
65 16.380 2461 2464 2470 rVB5 536670 912320 24.84% 1.409%

66 16.727 2517 2523 2533 rBV6 1052271 2936845 79.95%  4.535%

Sum of corrected areas: 64755795
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: N4421-09
: 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH
14

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90122\

: VNO74241.D
: 01 Sep 2022 14:41

JC\MD

WC-PALM-SP-02-GR

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P
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TIC: VNO74241.D\data.ms
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TIC: VNO74241.D\data.ms
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TIC: VNO74241.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90122\

Data File : VN@74241.D

Acqg On : 01 Sep 2022 14:41

Operator JC\MD

Sample : N4421-09 :
Misc : 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02-GR
ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.M
: 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 Carbonic acid, heptyl prop-... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.421 36.96 ug/l 1444230 Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 50
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47
3 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 46
4 4-0Octylcyclohexanone 210 C14H260 1000428-94-1 42
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 42

Abundance Scan 1791 (12.421 min): VNO74241.D\data.ms (-1788) (- | m/z 57.00 100.00%
57.0
5000
—
12.50
126.1
o‘u“u‘wm“u‘ku,hu‘y“w‘uu“}5%?‘}§§?_“‘ m/z 43.00  38.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #75535: Carbonic acid, heptyl prop-1-en-2-yl ester
57.0
5000 U
12.50
29.0 m/z 41.00 37.06%
T L
O\\\\‘\\\\‘}\\ ‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22101: Octane, 2,3-dimethyl-
57.0
——
12.50
5000 98.0 m/z 98.05 35.65%
29.0
A5 O S 77
(O e e o R B R R A RS A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22132: Heptane, 4-(1-methylethyl)- —
57.0 12.50
m/z 56.00 21.47%
5000
27.0 98.0
O et b i 220,0142.0 ——
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90122\
Data File : VNO74241.D

Acqg On : 01 Sep 2022 14:41

Operator : JC\MD

Sample : N4421-09

Misc : 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02-GR

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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 Decane, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.221 30.67 ug/l 1964330 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 83
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
3 Decane, 3,3,6-trimethyl- 184 C13H28 062338-14-1 64
4 2-Propyl-1-pentanol, 2-methylpro... 200 C12H2402 1000447-36-4 59
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 59

Abundance Scan 1927 (13.221 min): VN074241.D\data.ms (-1923) (- m/z 43.00 100.00%
43

3.0 710
5000

S
| h | | 11\3'1 143.0 173.1 : 13.00 1350
Wl ol \H s -1 .202.0 23?f ITI/Z 71.00 99. 8900

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33082: Decane, 4-methyl-
43.0 710

5000

o

m/z 57.00 70.27%

‘ 112.0
%ﬁgh“ WMMJ“NM‘W‘W‘M‘HvagﬁQH‘w‘H\H‘w‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22125: Heptane, 3,3,5-trimethyl-

71.0

o

5000 43.0 m/z 41.00  45.32%
113.0
ST T I O A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59099: Decane, 3,3,6-trimethyl- — —
71.0 13.00 13.50
43.0 m/z 70.60  41.61%
5000
| ‘ 99.0 155.0
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_N\Data\VN©90122\
Data File : VNO74241.D

Acqg On : 01 Sep 2022 14:41

Operator : JC\MD

Sample : N4421-09

Misc : 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02-GR

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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 3 Cyclohexane, (2-methylpropyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.504 54.13 ug/1 3466050 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 58
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 52
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 49
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 49
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 46

Abundance Scan 1975 (13.504 min): VNO74241.D\data.ms (-1967) (- | m/z 83.00 100.00%
83.
55.0
5000
156.1
RN
| A
i el i 4w 1871 2159 0 Cpso 55 g9 78.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20732: Cyclohexane, (2-methylpropyl)-
55.0 83.0
5000 — :
13.50
m/z 82.00 66.35%
27.0 140.0 /
OHH‘\HHNH\ ‘\H‘HMH1“]\-:\'-\2\.?\‘\\\‘\\\\‘\\H‘HH“H\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20675: Cyclohexane, butyl-
83.0
RN
55.0 13.50
5000 m/z 41.00 53.78%
29.0 140.0
o B bttt L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13201: Cyclohexane, propyl- 7 ‘
83.0 13.50
55.0 m/z 156.10  35.85%
5000
126.0
29.0 ‘
0uu‘\H\\‘i”u\“!“\‘1“”Mu\“uu‘m\‘\m‘\m‘\m‘\m‘m T ‘”/‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90122\
Data File : VNO74241.D

Acqg On : 01 Sep 2022 14:41

Operator : JC\MD

Sample : N4421-09

Misc : 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02-GR

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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 Naphthalene, decahydro-, cis- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.933  57.36 ug/l 3673330 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 95
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 89
4 1,1'-Bicyclopentyl 138 C10H18 001636-39-1 76
5 S5H-Inden-5-one, octahydro-, cis- 138 C9H140 004668-91-1 72
Abundance Scan 2048 (13.933 min): VNO74241.D\data.ms (-2043) (-t | m/z 41.00 100.00%
41.0
138.0
81.0
5000
——
“ || 102 _ 14.00
ol MMRMALL ) 2022 382", 55.00  95.55%
m/z--> 50 100 150 200 250 300 350
Abundance #19453: Naphthalene, decahydro-, cis-
67.0
138.0
5000{ 27. —
14.00
‘ m/z 67.00 81.21%
O\‘\“\‘“‘ih“\“MU\W“T‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
——
14.00
5000 m/z 138.00 69.01%
27.
NENTY T N
m/z--> 50 100 150 200 250 300 350
Abundance #19431: Naphthalene, decahydro- T
67.0 138.0 14.00
m/z 57.00 62.37%
5000
27. ‘
NE 0¥ 1 .
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90122\
Data File : VNO74241.D

Acqg On : 01 Sep 2022 14:41

Operator : JC\MD

Sample : N4421-09

Misc : 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02-GR

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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 Succinic acid, 3-methylbut-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.445 54.58 ug/l 3495200 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, 3-methylbut-2-yl ... 270 C15H2604 1000391-11-1 50
2 Dihydromyrcenol, heptafluorobuty... 352 C14H19F702 1000463-72-0 49
3 Furan, 2-hexyl- 152 C1eH160 003777-70-6 49
4 (Z)-Hex-3-enyl (E)-2-methylbut-2... 182 C11H1802 067883-79-8 47
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 46
Abundance Scan 2135 (14.445 min): VN074241.D\data.ms (-2130) (- | m/z 83.00 100.00%
55.0
5000 152.1
——
| H ‘ | 1881 14.50
om_mHm;‘:mmh”;‘“!u‘u”“”‘m‘u!‘wwa?%?”l”wm m/z 82.00  78.74%
m/z--> 20 40 60 80 100120 140160 180200 220 240
Abundance #160759: Succinic acid, 3-methylbut-2-yl trans-hex-3-en-
83.0
5000 L
55.0 14.50
m/z 55.00 69.85%
119.0
0 ZmOA gl ‘ 156.0183.0
\H‘\H\‘H\\‘\\H‘HH‘\H\‘H\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240
Abundance #260954: Dihydromyrcenol, heptafluorobutyrate
55.0 82.0
——
14.50
5000 m/z 41.00 57.37%
123.0 169.0
27 0
oot b oAl L L, 1970 2270255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29111: Furan, 2-hexyl- —
81.0 14.50
m/z 81.00 50.48%
5000 152.0
43.0 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN@90122\

Data File : VN@74241.D

Acqg On : 01 Sep 2022 14:41

Operator JC\MD

Sample : N4421-09 :
Misc : 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02-GR

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Naphthalene, decahydro-2-me... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.610  31.13 ug/l 1993590 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 96
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 70
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 68
5 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 64

Abundance Scan 2163 (14.609 min): VN074241.D\data.ms (-2159) (-
67.0 95.0 152.1

m/z 67.00 100.00%

%

so00] 44°
— —
‘ H HFzsl o 14.50 15.00
ol dl AL Hw“u“u‘w‘w‘_%7ﬂ4u‘?m§w‘ugﬁﬁ?‘ m/z 152.05 94.97%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 67.0
9.0 152.0
5000
14:50 15.00
m/z 95.00  91.94%
) I

“‘123 0

0 \H\‘H\H‘H\‘\‘\H\‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

5

Abundance #29497: 1-Methyldecahydronaphthalene
41.0 67.0
9.0 152.0 T T
14.50 15.00
5000 ITI/Z 81.00 84.41%
h1230
0! MWM‘ﬂ‘HM‘W‘HV‘H‘W‘H‘_“w‘u‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29490: trans-Decalin, 2-methyl- — —
81.0 14.50 15.00
m/z 82.00 82.14%
55.0 152.0
5000
29.0 109.0
ol wauwwh‘WH‘W‘HW‘HW‘HW‘HW‘H‘ —r— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90122\
Data File : VNO74241.D

Acqg On : 01 Sep 2022 14:41

Operator : JC\MD

Sample : N4421-09

Misc : 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02-GR

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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 unknownl4.857 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.857 50.70 ug/l 3246800 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 38
2 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 38
3 p-Cymene 134 C1leH14 000099-87-6 30
4 o-Cymene 134 CleH14 000527-84-4 30
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 30

Abundance Scan 2205 (14. 857 min): VNO74241.D\data.ms (-2201) (- m/z 97.05 100.00%
55.0 97.0

5000
1341
— —
‘ 168.2 1450 15.00
0 H“““H“u“& bk 2081 2475 s 55 e 87.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43586: Cyclohexane, 1-methyl-3-pentyl-

97.0
55.0

5000 T ‘ :
14.50 15.00
m/z 119.00 80.43%
168.0
125.0
Ot ‘HH‘\H“\\H‘H\\‘\\H‘\!H‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #43587: Cyclohexane, 1-methyl-2-pentyl-
97.0

14.50 15.00
5000 m/z 117.00  41.69%
0 “\ ‘ \125'0 16‘8.0
T ‘HH‘H\‘\\\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

%

-

2

:

Abundance #16995: p-Cymene
119.0 14.50 15.00
m/z 41.00 41.58%
o MW
91.0
41.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90122\
Data File : VNO74241.D

Acqg On : 01 Sep 2022 14:41

Operator : JC\MD

Sample : N4421-09

Misc : 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02-GR

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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 unknownl14.910 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.910  54.42 ug/1 3484840 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 30
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 25
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 25
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 15
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 15

Abundance Scan 2214 (14.909 min): VN074241.D\data.ms (-2210) (- m/z 57.00 100.00%

57.0 119.0
5000
83.0 166.1 —
LA o
b M; Al ‘W: bl 2002 232.3260.C s 119,00 93.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 T
15.00
m/z 41.00 63.76%
148.0
41.0 91.0
O\‘\‘\H“‘\\‘\\“\‘\\\“‘\H\‘W\\‘\“‘H\‘\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
——
15.00
5000 m/z 43.00 62.82%
29.0 98.0
oLy 1410 1840
e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #59061: Undecane, 3,6-dimethyl- ——
57.0 15.00
m/z 71.00 55.78%
5000
290 85.0
Y 113.
b f PO 15503540 o
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90122\
Data File : VNO74241.D

Acqg On : 01 Sep 2022 14:41

Operator : JC\MD

Sample : N4421-09

Misc : 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02-GR

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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 Tridecane, 7-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.398 38.75 ug/l 2481540 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 60
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 60
3 Bacchotricuneatin ¢ 342 C20H2205 066563-30-2 52
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 50
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 49
Abundance Scan 2297 (15.398 min): VN074241.D\data.ms (-2293) (- | m/z 57.00 100.00%
57.0
5000 w
g7.0 1451 N T
‘ I ‘ 1622 15.00 15.50
ol b [l | 38222183 2811 m/z 71.00  76.65%
miz-> 50 100 150 200 250 300
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 — e
112.0 15.00 15.50
m/z 43.00 67.42%
Ot ‘i“‘““\ ‘!‘ \H‘\ T \‘\ I \:!-8\3\0‘ L L B
miz--> 50 100 150 200 250 300
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
— ——
15.00 15.50
5000 m/z 41.00 42.31%
‘ 113.0 155.0
ol by L 0
miz--> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢ “ —
71.0 112.0 15.00 15.50
m/z 55.00 25.63%
5000
o | 199 2es0 342,
1 e L LA A o S A SR A — ——
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90122\
Data File : VNO74241.D

Acqg On : 01 Sep 2022 14:41

Operator : JC\MD

Sample : N4421-09

Misc : 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02-GR

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.727 45.86 ug/l 2936850 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 60
2 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 55
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 53
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 47
5 Spiro(tricyclo[6.2.1.0(2,7)]unde... 186 C13H140 1000210-02-3 47

Abundance Scan 2523 (16.727 min): VNO74241.D\data.ms (-2517) (- | m/z 142.00 100.00%

o

w**“*”*m““w*“*\H*w*H*wH‘w*H*\H‘w*H*\H*w

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

142.0
115.0
5000
81.0 e
0 1792 16.40 16.60
" “J‘Mm‘m‘ !M“w“‘_ | HMWH‘wm?f"‘??‘z‘?ﬂl‘ m/z 141.00  88.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22147: Naphthalene, 1-methyl-
142.0
5000 \\‘\\\\‘\\\\‘
115.0 16.40 16.60
63.0 m/z 115.00 58.32%
39.0 0 890 |
O ‘\‘\\\‘\\H\\"\‘\“\H\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0
T e
16.40 16.60
m/z 129.00 45 .46%
5000 115.0 /

Abundance #22148: Naphthalene, 2-methyl- —

142.0 16.40 16.60
m/z 145.05 29.08%

5000
115.0
390 1.0
) S 1 SO SN R — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.40 16.60

82N083022W.M Fri Sep 02 13:23:46 2022 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90122\
Data File : VNO74241.D

Acqg On : 01 Sep 2022 14:41

Operator : JC\MD

Sample : N4421-09

Misc 1 3.36g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02-GR

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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|
Carbonic acid, ... 12.421 37.0 ug/l 1444230 3 11.680 1953570 50.0
Decane, 4-methyl- 13.221 30.7 ug/l 1964330 4 13.610 3201850 50.0
Cyclohexane, (2... 13.504 54.1 ug/l 3466050 4 13.610 3201850 50.0
Naphthalene, de... 13.933 57.4 ug/l 3673330 4 13.610 3201850 50.0
Succinic acid, ... 14.445 54.6 ug/l 3495200 4 13.610 3201850 50.0
Naphthalene, de... 14.610 31.1 ug/l 1993590 4 13.610 3201850 50.0
unknown14.857 14.857 50.7 ug/l 3246800 4 13.610 3201850 50.0
unknown14.910 14.910 54.4 ug/l 3484840 4 13.610 3201850 50.0
Tridecane, 7-me... 15.398 38.8 ug/l 2481540 4 13.610 3201850 50.0
Naphthalene, 1-... 16.727 45.9 ug/l 2936850 4 13.610 3201850 50.0
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