LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acqg On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc . \WC-PALM-SP-03

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54813.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.216 323 328 335 rBV 17690 28746  2.49% 0.352%
2 5.691 402 409 417 rBV 63106 107388 9.31% 1.316%
3 7.295 674 682 690 rBV 68754 133387 11.57% 1.635%
4 8.153 822 828 835 rVB 192134 331132 28.72%  4.058%
5 9.252 1005 1015 1021 rBV3 22370 57907 5.02% 0.710%
6 9.322 1021 1027 1038 rVB 42062 100035 8.68% 1.226%
7 9.511 1054 1059 1065 rVB8 12515 29806 2.59% 0.365%
8 9.787 1100 1106 1111 rvB4 15981 27150  2.35% 0.333%
9 9.881 1118 1122 1132 rVB5 18043 41617 3.61% 0.510%
10 10.145 1161 1167 1173 rBV6 20312 37542 3.26% 0.460%
11 10.362 1199 1204 1211 rBV8 11116 29747  2.58% 0.365%
12 10.545 1228 1235 1243 rBvVS8 10337 29958 2.60% 0.367%
13 10.674 1250 1257 1263 rBV6 12145 30130 2.61% 0.369%
14 10.921 1295 1299 1302 rBV4 13240 24448 2.12% ©.300%
15 10.979 1302 1309 1315 rVV 265688 487515 42.29% 5.975%
16 11.109 1325 1331 1337 rVB2 51220 97608 8.47% 1.196%
17 11.185 1337 1344 1350 rBV6 20212 53250 4.62% ©.653%
18 11.455 1385 1390 1396 rVB6 21433 41539 3.60% ©0.509%
19 11.661 1416 1425 1431 rBV7 28651 63321 5.49% 0.776%
20 11.796 1443 1448 1453 rBV6 16384 28831 2.50% 0.353%
21 11.872 1456 1461 1468 rVB6 16706 42391 3.68% 0.520%
22 11.966 1472 1477 1482 rVV 83617 138340 12.00% 1.696%
23 12.013 1482 1485 1490 rVV3 32177 55897 4.85% 0.685%
24 12.060 1490 1493 1499 rVB4 20383 36936 3.20% ©.453%
25 12.160 1505 1510 1515 rVB5 19765 36475 3.16% 0.447%
26 12.243 1519 1524 1528 rVV6 16476 31597 2.74% 0.387%
27 12.360 1540 1544 1547 rBV4 13578 22238 1.93% 0.273%
28 12.771 1609 1614 1616 rBV5 18584 34658 3.01% 0.425%
29 12.989 1646 1651 1657 rBV6 28805 66379 5.76% 0.814%
30 13.059 1659 1663 1670 rVB4 34676 74628 6.47%  0.915%

31 13.300 1699 1704 1711 rBV 157110 240618 20.87%
32 13.406 1717 1722 1733 rVB 117968 195453 16.95%
33 13.588 1747 1753 1762 rBV8 40417 118761 10.30%
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34 14.158 1847 1850 1854 rVB2 46676 59944  5.20% 735%
35 14.205 1854 1858 1860 rBV 51295 73985  6.42% 907%

36 14.240 1860 1864 1869 rVB2 235273 329469 28.58%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acqg On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc : \WC-PALM-SP-03

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.528 1907 1913 1918 rBV6 44500 107391 9.31% 1.316%
38 14.610 1924 1927 1932 rVB2 71083 96531 8.37% 1.183%
39 14.787 1952 1957 1962 rVB 410196 668694 58.00% 8.196%
40 14.857 1966 1969 1973 rBv4 38439 51215 4.44% 0.628%
41 15.157 2017 2020 2027 rVB3 54806 101526 8.81% 1.244%
42 15.398 2056 2061 2065 rBvV3 89115 157961 13.70% 1.936%
43 16.009 2160 2165 2175 rVB 297144 519736 45.08% 6.370%
44 16.267 2207 2209 2213 rVB4 62332 68565 5.95%  0.840%
45 16.491 2242 2247 2252 rVB 803339 1152918 100.00% 14.131%
46 17.313 2382 2387 2392 rBV 640552 952636 82.63% 11.676%
47 17.531 2421 2424 2429 rVB 441028 616094 53.44%  7.551%
48 17.924 2488 2491 2496 rVB 239282 326903 28.35% 4.007%

Sum of corrected areas: 8158996
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc : \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG054813.D\data.ms
2000000
1500000
1000000
500000
10.979
8.153
0 5.216 5691 7.295 J\ 997822199880 10565 Qﬁsl;@;mﬁwg&}}iﬁ
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG054813.D\data.ms
2000000
1500000
16.491 17.313
7.531
1000000 17.924
14.787 16.009
500000
14.240 16739 1&%&
430080 it
r--—T T T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG054813.D\data.ms
2000000
1500000
1000000
500000
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 wunknown9.252 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.252 3.50 ng 57907 1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Succinic acid, cis-4-methylcyclo... 310 C18H3004 1010390-07-7 43
2 Cyclohexanone, 3-butyl- 154 C10H180 039178-69-3 30
3 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 22
4 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1000499-04-5 22
5 3a,7a-Epoxy-1H-inden-4(5H)-one, ... 152 C9H1202 039746-31-1 22

Abundance Scan 1015 (9.252 min): BG054813.D\data.ms (-1005) (-) m/z 55.05 100.00%

55.0
97.1
5000
125.1
e
‘ H ‘ ‘ 154.1 9.00 9.20 9.40 9.60
0 _MH A H“,MM LTS | e prrrr e e m/z 97.10 65.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #211930: Succinic acid, cis-4-methylcyclohexyl trans-4-m
97.0
5000 55.0
9.00 9.20 9.40 9.60
m/z 119.10 59.31%
0 290 Y T ‘ ‘“ ]’\2\0 0 170.0 215 0
‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31032: Cyclohexanone, 3-butyl-
Ml A
290 m\\\‘\\\\‘\\\\’uu‘\u
97.0 9.00 9.20 9.40 9.60
5000 m/z 69.10 52.11%
154.0
o ey 20 BRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #115564: Sulfurous acid, cyclohexylmethyl isobutyl ester R RN
97.0 9.00 9.20 9.40 9.60

m/z 41.05 42.90%

55.0
5000

%

290‘
127.0
0 "m,M!,“m,hml‘,uu_m_m_m_m_m‘m e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Undecane, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.109 4.00 ng 97608 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 78
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 64
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 59
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53
Abundance Scan 1331 (11.109 min): BG054813.D\data.ms (-1325) (- | m/z 57.10 100.00%
57.1
o JWJ\/WM
— —
‘ | 85‘.1 u21 w92 11.00 11.50
0l m/z 43.10  47.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 — —
11.00 11.50
290 m/z 71.10 42.78%
98.0
O ‘\ H‘ ‘U'U H 79Q ‘\ H 1410 1690
\\‘\\\\‘f\\‘\\\\[!\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl-
57.0
— —
11.00 11.50
5000 m/z 41.10 24.02%
29.0 98.0
O o TT 1400 1840
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59084: Decane, 2,5,9-trimethyl- — ——
57.0 11.00 11.50
m/z 56.10 15.44%
B WAMM%J\AAJ\NNJKA/&HV
“ ‘ 99.0
0 il e et e e — —
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 unknownll1.185 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.185 2.18 ng 53250 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 43
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 38
3 Benzene, pentamethyl- 148 C11Hi6 000700-12-9 38
4 Butyl triacontyl ether 495 (C34H700 1000406-41-2 10
5 1-Nonadecene 266 C19H38 018435-45-5 10

Abundance Scan 1344 (11.185 min): BG054813.D\data.ms (-1337) (-  m/z 57.10 100.00%

57.1 133.1
83.1
5000
111.1

i [ e s
0 I EL L myz 133005 92.78%
miz-> 20 40 60 80 100 120 140 160
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
138.0
5000 /\ A ‘ MV\

11.00 11.50
m/z 41.10 75.98%
|

105.0
O \]-\5\(‘)\‘\ \3\9‘“? T ‘\5\9‘9\\7?“0\ \‘\ T ‘ \ T \M“ T \ \ T ‘ T ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0

— —
11.00 11.50

5000 105.0 m/z 55.10 74.40%
41.0 77.0 ‘ ‘
0 H“‘\‘\“_‘\‘?9‘9”MH_‘\H‘H_H\‘_“H_H
m/z--> 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl- T T
138.0 11.00 11.50

m/z 83.10 67.88%

91.0
115.0
39.0 65.0
15.0 T

0H“HH“‘HMH‘M‘H“HH_H_M‘_“‘H_H —— ——
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1,6-Octadiene, 5,7-dimethyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.661 2.60 ng 63321  Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 53
2 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 52
3 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 50
4 Cyclohexane, hexyl- 168 C12H24 004292-75-5 47
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47

Abundance Scan 1425 (11.661 min): BG054813.D\data.ms (-1416) (- | m/z 83.10 100.00%

83.1
55.1
5000
137.2

105.1 166.2 1150 1200

o‘m_m‘;m“!‘ m/z 82.10 61.77%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19493: 1,6-Octadiene, 5,7-dimethyl-, (R)-
558.0 83.0

5000 T —
11.50 12.00
m/z 55.10 60.25%
[4) =
O\\\\‘\\3\6\.“‘\\\“1“\‘}‘\\‘\\‘\“\\H\\“\\\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12168: Cyclohexane, 2-propenyl-
55.0 83.0
— —
11.50 12.00
5000 m/z 41.10 36.28%

o

27.0‘ ‘ 124.0
\\H‘\H\\i“\\\Hl‘wl\Him\w!‘HH‘\‘\H,HH,HH,H
miz--> 20 40 60 80 100 120 140 160 180

Abundance #12240: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans- e —
55.0 3.0 11.50 12.00

m/z 81.10  34.23%

5000
27.0

E

109.0
0! R —

\ T
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc : \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Octane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.967 5.68 ng 138340  Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 72
3 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 72
4 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 64
5 Tridecane, 5-propyl- 226 CléH34 055045-11-9 64
Abundance Scan 1477 (11.966 min): BG054813.D\data.ms (-1472) (- | m/z 57.10 100.00%
57.1
w0 J\M
——
85.1 113.1 12.00
bt L 3551 1832 s 7110 74.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000 1
12.00
113.0 m/z 43.10 56.05%
O\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33103: Octane, 2,3,6-trimethyl-
57.0
——
12.00
5000 m/z 41.10  29.447%
290 113.0
L | sso 1300,
O .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #111171: Oxalic acid, 2-ethylhexyl ethyl ester ——
57.0 12.00
m/z 56.10 19.93%
5000
29.0
83.0 112.0
0 320 B0 -
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc : \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Cyclooctane, 1-methyl-3-pro... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.014 2.29 ng 55897 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 53
2 Cyclopentane, 1,2-dibutyl- 182 C13H26 062199-52-4 52
3 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 50
4 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 50
5 Cyclohexane, 1,2-diethyl-1-methyl- 154 C11H22 061141-79-5 47

Abundance Scan 1485 (12.013 min): BG054813.D\data.ms (-1482) (- | m/z 69.10 100.00%
69.1

3

5000 971 1252
41.1
T \
| 14‘7-1 1821 12.00
0 _‘u‘w“wUMmu”“umw‘””‘ m/z 55.10 60.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43584: Cyclooctane, 1-methyl-3-propyl-
69.0
5000 — :
41.0 125.0 12.00

m/z 83.10 51.76%

97.0
\‘\‘\‘\\““\\\‘ ‘\\‘Ml\\‘}“‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56973: Cyclopentane, 1,2-dibutyl-
69.0

T \
12.00

o

m/z 125.15 44.29%
5000 41.0
125.0
97.0
L, 1540 1820
0! R A AR RAR
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #31468: Cyclohexane, 2,4-diethyl-1-methyl- } m‘ A ‘
69.0 12.00

5000 125.0
41.0

m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc : \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Heptylcyclohexane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.059 2.23 ng 74628  Acenaphthene-d1e 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 81
2 Cyclohexane, 2-propenyl- 124 C9H1e6 002114-42-3 64
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 59
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 59
Abundance Scan 1663 (13.059 min): BG054813.D\data.ms (-1659) (- | m/z 83.10 100.00%
3.1
55.1
5000
RN T
‘ ‘ ‘ 1111 1471 1822 13.00
Ol L e b 0T sz ss.1e 73.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56964: Heptylcyclohexane
83.0
55.0
5000 ——
13.00
m/z 82.10 61.03%
H‘ H M | 111.0 182.0
O\\\\‘\\\\i\\\“\‘\“‘\\‘i‘\‘\\wh‘\\‘\\‘\\\\’\\\\‘\\\\“\\\\’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12178: Cyclohexane, 2-propenyl-
55.0 83.0
RN T
13.00
5000 m/z 41.10 28.46%
27.0
‘ ‘ ‘ 124.0
0\\H\‘wl‘u{”\H;H1‘Mw\“1‘1\\‘1‘Hu‘l\u,uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13203: Cyclohexane, propyl- T ‘
550 83.0 13.00
' m/z 67.10  18.25%
27.0 126.0
o"""UH“”"J‘l‘_‘:‘wl"u"m_m,””_m_m S
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc : \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Dodecane, 2,6,10-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.300 7.20 ng 240618  Acenaphthene-die 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
3 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 86
4 Bacchotricuneatin ¢ 342 C20H2205 066563-30-2 64
5 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 59
Abundance Scan 1704 (13.300 min): BG054813.D\data.ms (-1699) (- | m/z 57.10 100.00%
57.1
5% 1950
97.1 127.1159.1 : :
0b— u“p“u N i1 S m/z 71.10 77.69%
miz--> 50 100 150 200 250
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 s .
13.00 13.50
m/z 43.10 49.08%
113.0
O 2\7“\'0‘\‘ ‘H‘\ ‘!‘ \h‘\ M‘ \“ T “\ T ‘ T \18\3.\0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
—— —
13.00 13.50
5000 ITI/Z 41.10 31.94%
27.0‘ ‘ 113.0
0 ‘h“ 1l ‘H\‘ \!\ A \‘ u\‘wh T \18\3'\0‘ LA B B M/\VL/W
miz--> 50 100 150 200 250
Abundance #193303: Dodecane, 1-iodo- —— —
57.0 13.00 13.50
m/z 85.10 31.79%
- W/J\k/w\/\/
990 1
S D A T I - e AU
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc : \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1-Decanol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.588 3.55 ng 118761  Acenaphthene-di0 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 52
2 3-Decanethiol 174 C1eH22S 056009-26-8 38
3 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 38
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 38
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 35
Abundance Scan 1753 (13.588 min): BG054813.D\data.ms (-1747) (-~ | m/z 57.10 100.00%
57.1
5000
\
0\‘\\\\‘\\\“”“\‘ ] , . . . oo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61053: 1-Decanol, 2-ethyl-
57.0
5000 —— :
13.50
29.0 83.0 m/z 41.10 59.97%
0 Lo L Lm0 150 s6m0
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48879: 3-Decanethio
43.0
R \
69.0 13.50
5000 1400 1740 m/z 55.10  58.53%
97.0
0 ‘_m_“u J "‘““m_uu_m_w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125950: Carbonic acid, undecyl vinyl ester —— ‘
57.0 13.50
m/z 69.10 55.76%
5000
85.0
0 0L 10 g -
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

8270-BGO82522.M Thu Sep 01 14:24:29 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc : \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 1H-Indene, octahydro-2,2,4,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.205 2.21 ng 73985  Acenaphthene-d1e 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 59
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 50
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 35
4 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 27
5 benzoxazole, 5,6-dimethoxy-2-met... 193 C10H11NO3 1000395-98-9 22

Abundance Scan 1858 (14.205 min): BG054813.D\data.ms (-1854) (- | m/z 193.20 100.00%

198.2
69.1
5000 , 95.1 123.1
e aiad

14.00 14.50
0- m/z 69.10 55.24%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
) 123.0

41.0

5000 — e
9.0 14.00 14.50

m/z 55.10 52.84%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

—
1230 14.00 14.50
5000 69.0 95.0 m/z 83.10  44.31%

‘ ‘ 151.0
olereprerepreabpie b L
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, —— —
1

o

93.0 14.00 14.50

42.0 m/z 123.10 41.67%
5000
T WNN\J\/\NW
108.0
158.0
o‘1‘5“?‘”‘;“Hw!_““uwmw‘_!”ﬁ??‘?”H_H‘Uw“w” — —
miz—-> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

8270-BGO82522.M Thu Sep 01 14:24:30 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc : \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Carbonic acid, eicosyl viny... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.240 9.85 ng 329469  Acenaphthene-die 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 78
Abundance Scan 1864 (14.240 min): BG054813.D\data.ms (-1860) (- | m/z 57.10 100.00%
57.1
. xy»/yy/\Ajk\A»N/v\NW
—— —
‘ h 9‘ 141.21g3 2 14.00 14.50
I 18 A 8 B S e m/z 71.18  86.12%
m/z--> 50 100 150 200 250 300 350
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 s —
14.00 14.50
m/z 43.10  73.84%
11.0
O T \“‘\ \L“ ““ \‘H ‘\ ‘H“ \“‘ \“‘\}5‘5)\ 9]\-96‘(\)\ \2\52\Q T ‘3\2\‘5\(\)‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0
—— —
14.00 14.50
5000 m/z 85.10 41.12%
9.0
oSl 180
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 14.00 14.50
m/z 41.10 30.25%
o WAJ\M\N
ol h‘ H | 1419183 0225.0 281.0 337.0 394.
i “_““““““‘_“‘,“““““ —— ——
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample ¢ N4421-11 10X

Misc

ALS Vial : 15 Sample Multiplier: 1

\WC-PALM-SP-03

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 unknownl4.528 Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
14528 3.21ng 107391 Acenaphthene-dio 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cetene 24 Cl6M32 000629-73-2 44

1010282-97-2 43
1000406-04-2 43
1000215-97-5 43
015358-88-0 25

2 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702
3 Pentadecafluorooctanoic acid, do... 582 C20H25F1502
4 4-Trifluoroacetoxyhexadecane 338 C18H33F302
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10OH160

Abundance Scan 1913 (14.528 min): BG054813.D\data.ms (-1907) (- | m/z 69.10 100.00%

69.1
5000
25.1 193.2 —— :
14.50
ob m/z 55.10  76.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104588: Cetene
43.0
5000 — ‘
14.50
m/z 83.10 66.51%
O\\‘\“‘ “ } h15‘4\\0\\‘2\2\‘4;\0‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #321012: 4-Heptafluorobutyryloxyhexadecane
55.0
T \
14.50
5000 ITI z 57.10 56.89%
11.0
0 J‘h‘\\” h wh :\1-6\902240 282.0
—lt ““""‘H““‘w““‘u““‘u““‘_
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345731: Pentadecafluorooctanoic acid, dodecyl ester
43.( 1450
m/z 56.10 55.08%
5000
1680
0 L m‘ 231.0281.0 369.0 455.1
““““‘ "H““‘w““‘u““‘u““‘_
m/z--> 50 100 150 200 250 300 350 400 450 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 unknownl4.610 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.610 2.89 ng 96531  Acenaphthene-d1e 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 27
2 1-Hexyne, 3-ethoxy-3,4-dimethyl- 154 C10H180 054244-91-6 22
3 Cyclohexanol, 2-(2-thienyl)- 182 C10H140S 1000338-33-8 14
4 1-Cyclohexyl-1-(4-methylcyclohex... 208 C15H28 002027-12-5 14
5 3,5-Diketo-1,6-heptadiene 124 C7H802 015849-12-4 11

Abundance Scan 1927 (14.610 mln) BG054813.D\data.ms (-1924) (- m/z 193.20 100.00%
69.1 97. 193.2
5000} 411 123.1
—— —
‘ | ‘ 1511 1450 1500
0! bl s bl m/z 97.10 97.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 — —
109.0 14.50 15.00
200 81.0 m/z 69.10 94.17%
137 0
O ‘ \‘H‘\ \“ T \‘ \“ \“\ T \U‘\ ‘ \“\‘\ T “‘\ T \ T ‘ T \“\]-\6‘§\(\)\ ‘ TTTT ‘ TT \2\2‘2\.\(]
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31105: 1-Hexyne, 3-ethoxy-3,4-dimethyl-
69.0 97.0
— —
14.50 15.00
5000 ITI/Z 55.10 91.57%
41.0
H | 139.0
Ol et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56519: Cyclohexanol, 2-(2-thienyl)- —— —
97.0 14.50 15.00
m/z 95.10 55.20%
5000
123.0 182.0
45.0
‘ ‘ 154.0
T L 0 P O W SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc : \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.157 3.04 ng 101526  Acenaphthene-di0 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 58
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 43
3 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 38
4 Tridecane 184 C13H28 000629-50-5 38
5 Ethanone, 1-(5-chloro-2-hydroxyp... 170 C8H7C102 001450-74-4 38

Abundance Scan 2020 (15.157 min): BG054813.D\data.ms (-2017) (-~ | m/z 57.10 100.00%
57.1

155.1
5000 85.1

——
M ‘ 1131 1901 2913 15.00 15.50
m_Hw“:uH‘M“uw“u‘m““wl‘u‘M‘M““w R AR m/z 43.10  81.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45480: Dodecane
57.0

5000

o

T
85.0 15.00 15.50
m/z 71.10 67.71%

29.0 0.0
112.0 170.
\\\‘\‘\‘\\“‘}\\‘H“\\“}\“l‘\\\H‘\\1‘\‘\”\]\-\4‘].\.\()\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45506: Decane, 3,6-dimethyl-
57.0

—
15.00 15.50

o

m/z 155.10 57.75%
5000 85.0
29.0 ‘ 113.0
7 141.0
ST 0 N

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl- R —7

57.0 15.00 15.50

m/z 85.10  47.79%

- T W\/\/
| H ‘113.0 140.0 182.0

226.0
I SMSSBENEY I NS0 A i NS SNSISUS ey L2t

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc : \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 Naphthalene, 2,3,6-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.398 4.72 ng 157961  Acenaphthene-di0 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 90

Abundance Scan 2061 (15.398 min): BG054813.D\data.ms (-2056) (- | m/z 170.10 100.00%
170.1

5000

-

69.1 971 128.0

02.1 15.00 15.50
(o} m/z 155.10 88.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 - —

15.00 15.50
m/z 169.10  25.37%

128.0
\\\‘2\7\\0\’\5\]‘.\9‘\\7\61‘3‘\\3\\0\‘\‘\‘!‘\\“‘\\ ‘\“\‘\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
b, ‘

o

15.00 15.50
5000 m/z 153.05 22.96%
ol 27.0 51.0 760 10201280 | ]
R N R R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl- — ——
155.0 15.00 15.50
m/z 69.10 21.18%
5000 WM/\/\/\“W
128.0
63.0 gg ‘ |
oHwHH,‘mhwmww,‘MJHJJH BN —— — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample ¢ N4421-11 10X

Misc

ALS vial : 15

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

\WC-PALM-SP-03

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 Tetracosane Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
16.009 15.54 ng 519736  Acenaphthene-d10 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 80
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 78
3 Tritetracontane 605 C43H88 007098-21-7 72
4 Hexadecane 226 Cl6H34 000544-76-3 64
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 2165 (16.009 min): BG054813.D\data.ms (-2160) (- | m/z 57.10 100.00%

57.1
5000
T
‘ ‘ s 16.00
o bhEELE 2898 m/z 71.10 48.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0
5000 —
16.00
m/z 43.10 42.28%
7.
O\\JIH‘\\‘\”!JP.!F\\\1“‘\3‘!9\7\9\?‘6\?\9‘\3\3\\8‘\0\H‘\H\‘\H\‘HH’HH‘\\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

o

Abundance #59035: Undecane, 5-ethyl-
57.0
16.00
5000 ITI/Z 85.10 24 .45%
“ 1 155.0
L it
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane 7
57.0 16.00
m/z 41.10 20.29%
- WJL\NJ\
0 l L Jh ,\7\0‘ 197.0 267.0 337.0 463.0 533.0 604.!
A A L e e e e R EERaN s —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 31

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@83122\
BGO54813.D

Aug 2022 19:31

: CG/JU
: N4421-11 10X

. 15

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

\WC-PALM-SP-03

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Dodecane, 2,7,10-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.491 37.43 ng 1152920  Phenanthrene-d10 17.531
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 86
3 Tridecane, 5-propyl- 226 CleH34 055045-11-9 80
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 72

5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72

Abundance Scan 2247 (16.491 min): BG054813.D\data.ms (-2242) (- m/z 57.10 100.00%
57.1
w0 LJLJ\
85.1
——
113.1
183.2 16.50
0 AL 2121 244.2 m/z 71.16  73.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 T
16.50
20.0 85.0 m/z 43.10 50.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74017: Tridecane, 2-methyl-
43.0
——
16.50
5000 ITI/Z 85.10 27.96%
71.0
bt e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107223: Tridecane, 5-propyl- —
57.0 16.50
m/z 41.10 23.42%
5000
85.0
112.0
0 a | i h‘ 1410 1830 5060
w‘H‘_‘H‘H‘W‘H‘V‘H‘H‘w‘u‘_‘H,H‘W‘H‘_‘H,H‘w ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 2-Bromo dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.313 30.93 ng 952636  Phenanthrene-d10 17.531
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Pentacosane 352 (C25H52 000629-99-2 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2387 (17.313 min): BG054813.D\data.ms (-2382) (- | m/z 57.10 100.00%
57.1
9.1 17‘06 i?‘sd
1 141.1 1832 : :
oL dd LA [ | 4111882 25332000 n/; 7110 75.60%
m/z--> 50 100 150 200 250 300 350
Abundance #45481: Dodecane
57.0
5000 — ——
17.00 17.50
m/z 43.10 47.25%
99.0 170.0
OL\‘L\Q“\ ‘!‘ \“‘\ “‘ \“\‘\ t T 1 L B e
miz--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
— —
17.00 17.50
5000 m/z 85.10 40.90%
LT R "1 S
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane “ —
57.0 17.00 17.50
m/z 41.10 24.36%
w J\WJLWWV
99.0
B s A T AR R R R — —
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acq On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc \WC-PALM-SP-03

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.924 10.61 ng 326903 Phenanthrene-d10 17.531
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 86
Abundance Scan 2491 (17.924 min): BG054813.D\data.ms (-2488) (- | m/z 57.10 100.00%
57.1
000 J\MJ\MHW
1 18.00
165.1 .
ol ‘”“‘\““u“““‘“J“‘\”“u Moy 220126713081 ., 7110 89.94%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 IR
18.00
9.0 m/z 43.10 70.86%
oLl L)1) 34201830 2250 267.0 300.0 367
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
——
18.00
5000 m/z 85.10 55.46%
9.0
oL ||, 14101830 2250 2680
LA B e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane —
57.0 18.00
m/z 55.10 27.99%
5000 W
9.0
0 \‘ A \“\ \‘h h‘ | %4\19 1830 225.0 267.0 338.0
Al ——
m/z--> 50 100 150 200 250 300 350 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54813.D

Acqg On : 31 Aug 2022 19:31

Operator : CG/JU

Sample : N4421-11 10X

Misc . \WC-PALM-SP-03

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown9.252 9.252 3.5 ng 57907 1 8.153 331132 20.0
Undecane, 2,6-d... 11.109 4.0 ng 97608 2 10.979 487515 20.0
unknownl11.185 11.185 2.2 ng 53250 2 10.979 487515 20.0
1,6-Octadiene, ... 11.661 2.6 ng 63321 2 10.979 487515 20.0
Octane, 2,6-dim... 11.967 5.7 ng 138340 2 10.979 487515 20.0
Cyclooctane, 1-... 12.014 2.3 ng 55897 2 10.979 487515 20.0
Heptylcyclohexane  13.059 2.2 ng 74628 3 14.787 668694 20.0
Dodecane, 2,6,1... 13.300 7.2 ng 240618 3 14.787 668694 20.0
1-Decanol, 2-et... 13.588 3.5 ng 118761 3 14.787 668694 20.0
1H-Indene, octa... 14.205 2.2 ng 73985 3 14.787 668694 20.0
Carbonic acid, ... 14.240 9.8 ng 329469 3 14.787 668694 20.0
unknown14.528 14.528 3.2 ng 107391 3 14.787 668694 20.0
unknownl14.610 14.610 2.9 ng 96531 3 14.787 668694 20.0
Dodecane 15.157 3.0 ng 101526 3 14.787 668694 20.0
Naphthalene, 2,... 15.398 4.7 ng 157961 3 14.787 668694 20.0
Tetracosane 16.009 15.5 ng 519736 3 14.787 668694 20.0
Dodecane, 2,7,1... 16.491 37.4 ng 1152920 4 17.531 616094 20.0
2-Bromo dodecane 17.313 30.9 ng 952636 4 17.531 616094 20.0
Hexacosane 17.924 10.6 ng 326903 4 17.531 616094 20.0
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