LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc :

ALS Vvial : 13  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_ F\Methods\8270-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136519.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.428 564 568 577 rVB 989973 839942 5.02% 1.569%
2 6.434 735 739 743 rBV 932295 804352 4.81% 1.503%
3 6.628 768 772 779 rBv2 273513 341842 2.04% 0.639%
4 6.793 796 800 804 rBV 633184 573103 3.42% 1.071%
5 7.351 892 895 899 rVW 696256 623894 3.73% 1.166%
6 7.387 899 901 904 rVW 575734 455452  2.72% ©0.851%
7 7.592 933 936 940 rVB2 169872 186002 1.11% 0.348%
8 7.757 960 964 966 rVB3 147776 182672 1.09% 0.341%
9 8.057 1012 1015 1016 rVV 965730 841871 5.03% 1.573%
10 8.069 1016 1017 1020 rVV 808952 605207 3.62% 1.131%
11  8.134 1024 1028 1030 rVB2 272664 292792 1.75% 0.547%
12 8.363 1062 1067 1074 rVB6 206494 342981 2.05% 0.641%
13 8.451 1079 1082 1085 rBV3 225367 204686 1.22%  0.382%
14  8.492 1085 1089 1091 rBV3 265283 245898 1.47%  0.459%
15 8.575 1100 1103 1106 rBvV2 319121 261264 1.56% 0.488%
16 8.663 1115 1118 1122 rBV 826113 771124 4.61% 1.441%
17 8.892 1153 1157 1160 rBV2 202984 202351 1.21% 0.378%
18 9.034 1176 1181 1183 rVB3 168548 223182 1.33% 0.417%
19 9.092 1189 1191 1193 rVV2 244481 220150 1.32% 0.411%
20 9.145 1197 1200 1205 rVB 1168772 991046 5.92% 1.852%
21 9.234 1211 1215 1219 rBV 922878 805817 4.82% 1.506%
22 9.486 1256 1258 1260 rVV3 176330 168150 1.00% 0.314%
23 9.551 1264 1269 1271 rVv4 358178 419232 2.51% 0.783%
24  9.575 1271 1273 1276 rVV2 223989 212621 1.27% 0.397%
25 9.610 1276 1279 1282 rVB2 201216 179433 1.07% 0.335%
26 9.763 1302 1305 1309 rVB 972505 709168 4.24%  1.325%
27 9.828 1313 1316 1319 rVB 863770 666365 3.98%  1.245%
28 10.086 1356 1360 1363 rBV3 187265 228161 1.36% 0.426%
29 10.263 1387 1390 1393 rBV 827816 645910 3.86% 1.207%
30 10.486 1422 1428 1431 rBV 276426 366185 2.19% 0.684%
31 10.616 1445 1450 1454 rVV3 524069 545353  3.26% 1.019%
32 10.739 1468 1471 1480 rBV 786813 857414 5.12% 1.602%
33 11.192 1544 1548 1550 rBV 572533 491291 2.94% 0.918%
34 11.222 1550 1553 1558 rVB 220398 246580 1.47% 0.461%
35 11.322 1566 1570 1572 rBV 605374 549673  3.28% 1.027%
36 11.622 1617 1621 1623 rBV 490956 399490 2.39% 0.746%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc :

ALS Vvial : 13  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_ F\Methods\8270-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.727 1634 1639 1642 rVB 5177771 4530473 27.07%  8.465%
38 11.857 1658 1661 1664 rBV2 241966 251610 1.50% ©.470%
39 12.027 1687 1696 1697 rBV 395934 381693 2.28% 0.713%
40 12.433 1752 1759 1761 rBV 8752437 16735331 100.00% 31.271%

41 12.457 1761 1763 1767 rVB2 8302093 7566787 45.21% 14.139%

42 12.522 1771 1774 1781 rBV2 2436332 2253621 13.47% 4.211%
43 12.769 1813 1816 1818 rBV 358312 292581 1.75% ©.547%
44 12.792 1818 1820 1823 rVB2 265585 229151 1.37% 0.428%
45 12.916 1836 1841 1849 rVB 1041950 1005287 6.01% 1.878%
46 13.098 1866 1872 1878 rVB 137837 202287 1.21% 0.378%
47 13.151 1878 1881 1887 rBV2 227918 374013 2.23% ©0.699%
48 13.245 1894 1897 1900 rVB2 200559 174633 1.04% ©.326%
49 13.921 2009 2012 2016 rVB 225845 184960 1.11% 0.346%
50 13.974 2016 2021 2023 rBV2 714872 837260 5.00% 1.564%
51 15.021 2195 2199 2202 rBV 179932 273987 1.64% ©.512%
52 15.110 2211 2214 2222 rVB2 165245 225262 1.35% 0.421%
53 15.321 2248 2250 2257 rVB 136739 185658 1.11% 0.347%
54 15.386 2258 2261 2268 rVB 196689 242367 1.45% ©.453%
55 15.457 2268 2273 2276 rBV 512928 648649 3.88% 1.212%
56 15.951 2353 2357 2361 rBV2 140899 221403 1.32% 0.414%

Sum of corrected areas: 53517667
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136519.D\data.ms
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Abundance TIC: BF136519.D\data.ms
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Abundance TIC: BF136519.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Decane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.628 11.93 ng 341842 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 93
2 Nonane 128 C9H20 000111-84-2 80
3 Octane, 4-ethyl- 142 C1OH22 015869-86-0 74

4 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 72
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 772 (6.628 min): BF136519.D\data.ms (-768) (-) m/z 57.05 100.00%

57.0

%

5000 41)0
| H ‘ 105. 0120 1 s 6.40 6.60 6.80 7.00
0br ‘M - w ‘w“ wM — ‘ el T m/z 43.05  86.90%
miz--> 20 40 100 120 140
Abundance #22068. Decane
43.0
5000 M A e e AR

6.40 6.60 6.80 7.00
m/z 41.05 42.33%

71.0

27‘0 ‘ 99.0
O\\\‘\‘}\\“‘}\\‘!"\\“\\‘f‘\\\“‘\]\-]\-éo‘\\\]\.4‘2\0\\
m/z--> 20 40 60 80 100 120 140
Abundance #14523: Nonane
43.0
e RS s LEE
6.40 6.60 6.80 7.00
5000 ITI/Z 71.05 35.74%
27,0 85.0
Ll ]
0\\\‘\}\\‘1\\\’\\\\‘1\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22071: Octane, 4-ethyl-
57.0 6.40 6.60 6.80 7.00
m/z 85.05 23.20%
5000 4110
85.0 112.0
T R N "
0H“‘1‘“m“u,uH‘HH“HH‘HH‘HH
m/z--> 20 40 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Undecane, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.134 9.68 ng 292792  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 97
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 80
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
Abundance Scan 1028 (8.134 min): BF136519.D\data.ms (-1024) (-) m/z 57.10 100.00%
57.1
R R ek
‘ 98.1 1412 69 7.80 8.00 8.20 8.40
Obrreec e 703 (|7 32111412 1691 o g1 19 41.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 L LA B I B L R
7.80 8.00 8.20 8.40
m/z 43.10 37.64%
290 ‘ 98.0
O\\‘\‘\‘\\“‘\\\‘!“\\“\\8i()\‘\\\“‘\\U\’\\\]-\4.‘1\.9\\‘1\6\9\.\0‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
R RRNEEEE S
7.80 8.00 8.20 8.40
5000 m/z 41.10 20.26%
29.0 85.0
o L 20 1550 184.0
et e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59084: Decane, 2,5,9-trimethyl- AR R AR
57.0 7.80 8.00 8.20 8.40
m/z 56.10 14.32%
5000
L o
i L AT L s s e ST et
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.363 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.363 11.33 ng 342981 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 43
2 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 43
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
4 Cyclopentanone, 3-methyl-2-(2-pe... 166 C11H180 007051-39-0 38
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 38
Abundance Scan 1067 (8.363 min): BF136519.D\data.ms (-1062) (-) m/z 83.10 100.00%
55.1 83.1
5000
119'1137.1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
H ‘ ‘ 166.2 8.00 8.20 8.40 8.60
0 Al HMmum}““‘”w” m/z 55.10  90.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 L L L B LA B B
8.00 8.20 8.40 8.60
m/z 82.05 65.24%
29.0
0 T ‘ \‘\‘\ T \‘ ‘ \Hh\ T “1 T \195\.‘(\) \1‘2i‘5\'0\\ ‘ L ‘]-\6\8.\0\ ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20736: Cyclohexane, (2-methylpropyl)-
55.0 83.0
R RS RRRRRE
8.00 8.20 8.40 8.60
5000 m/z 41.10 57.38%
27.0 140.0
0 L1120 |
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13260: Cyclohexane, (1-methylethyl)- T
83.0 8.00 8.20 8.40 8.60
550 m/z 57.10 40.66%
5000
27.0 | M 126.0
0“““”““” T e B AR TR
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,2,3,4-tetrah... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.575 8.63 ng 261264 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 60
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 60
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 53
Abundance Scan 1103 (8.575 min): BF136519. D\data ms (-1100) (-) m/z 131.00 100.00%
1.0
5000
105.1
39 0 77.0 ‘ 165.1 8.20 8.40 8.60 8.80
0 H“““‘ ?”%“”‘“M‘WM‘WW‘ el m/z 118.10  75.55%
m/z--> 20 40 80 100 120 140 160
Abundance  #25050: Naphthalene 1,2,3,4- tetrahydro-6-methyl-
31.0
5000
39.0 91.0 8.20 8.40 8.60 8.80
15.0 63.0 m/z 146.60  67.70%
0 ‘\‘M\‘H\ !\“\“H\‘\H\
m/z--> 20 40 60 100 120 140 160
Abundance  #25053: Naphthalene, 1,2,3,4—tetrahydro—5—methyl—
131.0
8.20 8.40 8.60 8.80
5000 ITI/Z 117.05 37.43%
105.0
270 O30 [T |
e R T R S el
m/z--> 20 40 60 80 100 120 140 160
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- R Ramas e AR AARRS
131.0 8.20 8.40 8.60 8.80
m/z 105.10 30.91%
5000
;0 630 T L]
o e e M
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.663  25.48 ng 771124  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 76
5 Tridecane 184 C13H28 000629-50-5 76
Abundance Scan 1118 (8.663 min): BF136519.D\data.ms (-1115) (-) m/z 57.10 100.00%
57.1
5000
85.1
R o RaSRN R L
131.0 8.40 8.60 8.80 9.00
0 m‘mJ“m”_“‘mmJ_m_m_ml“??‘?‘l‘?f'ﬂ?wwm m/z 43.10 69.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 T T T T T
8.40 8.60 8.80 9.00
29.0 m/z 71.10 53.84%
0 ||| 130 1410 1600 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
R RaaRs e ALl
8.40 8.60 8.80 9.00
5000 m/z 41.10 35.78%
85.0
29.0
0 ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl- A RARERaEE R R S
57.0 8.40 8.60 8.80 9.00
m/z 85.10 33.24%
5000 85.0
29.0 141.0
ol e 1130|1690 UL et A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.234 24.19 ng 805817  Acenaphthene-di10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
4 5-Ethyldecane 170 C12H26 017302-36-2 86
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 80

Abundance Scan 1215 (9.234 min): BF136519.D\data.ms (-1211) (-) m/z 57.10 100.00%

57.1
- WJMW
R AAREARN RS
‘ 09.0 1411 198.2 9.00 9.20 9.40 9.60
o~k i TIPS - m/z 43.10 66.90%
miz-> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 L L L L I L B
9.00 9.20 9.40 9.60
m/z 71.10  58.59%
99.0
01‘5"(1“ ‘\“ ‘ “\ ‘!‘ \“‘\ ““ \H \%4}.‘0\ T \1\9?.\0 LI ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
R REBRARRSEEAR
9.00 9.20 9.40 9.60
5000 m/z 85.10 38.63%
99.0
250l || 0 0 s ms0
m/iz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester R ARRR
57.0 9.00 9.20 9.40 9.60
m/z 41.10 31.83%
5000
7.0
ol L 1410120 am20 g Al
m/z--> 50 100 150 200 250 300 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Octadecanesulphonyl chloride Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.551 12.58 ng 419232  Acenaphthene-d10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 80
2 Tridecane 184 C13H28 000629-50-5 70
3 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 68
4 Pentadecane 212 C15H32 000629-62-9 58
5 Tetradecane 198 C14H30 000629-59-4 58
Abundance Scan 1269 (9.551 min): BF136519.D\data.ms (-1264) (-) m/z 57.10 100.00%
57.1
‘ ‘990 159.1 ‘9.150‘ ‘
- h‘m“ T B H I m/z 71.10  84.86%
miz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 S :
1.0 9.50
m/z 43.10 69.62%
Ll ‘ \“m 3.0 1750 288.(
O T T T T ‘ ‘\H ‘\ \H“ \ ‘ \‘ \‘\ T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
T \
9.50
5000 m/z 85.10 44 .10%
27.0
L[5 1m0 1800
ol d b iy d4r0 7
m/iz--> 50 100 150 200 250
Abundance #107237: 2,6,10-Trimethyltridecane A ‘
57.0 9.50
m/z 55.10 40.39%
5000
113.0
oL O L | 0 260 —
m/z--> 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Carbonic acid, eicosyl viny... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.763  21.28 ng 709168  Acenaphthene-di10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 1305 (9.763 min): BF136519.D\data.ms (-1302) (-) m/z 57.10 100.00%

57.1
5000

2l
9L el s 9.50 10.00
ML 2122 wyz 43.10 63.31%

m/z--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0

5000 T
9.50 10.00
m/z 71.10 58.85%

zs{b‘\‘ || H‘g?'o‘ 1410 1830 2260
LI T L ‘ T T ‘ L ‘ L ‘ L L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

Y
9.50 10.00

o

o

5000 ITI/Z 85.10 39.06%
7.0
bkl ) 210620 220 zms
m/z--> 50 100 150 200 250 300
Abundance #74004: Tetradecane Y 5
57.0 9.50 10.00

m/z 41.10  32.26%

5000 MWWVMAMNMAMWMfMANJJ
99.0
15q\m‘\ | 141.0 198.0

o e ek e
miz--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.263 19.39 ng 645910  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Nonadecane 268 C19H40 000629-92-5 83
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 81
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1390 (10.263 min): BF136519.D\data.ms (-1387) (- m/z 57.10 100.00%

57.1
5000 85.1

I

1000 1050
113.1

Hw‘Hw‘HM‘wauﬂ_mh_ﬁ%ﬁﬂU%?%%‘u_‘?ﬁqg_u‘_H‘ m/z 43.10 63.86%

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107218: Hexadecane
57.0

5000 S =Ll
10.00 10.50
85.0

290‘ m/z 71.10 59.64%

J ‘H‘”‘ 113.0141.0169.0197.0226.0
H\‘HH‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #74005: Tetradecane
57.0

T
10.00 10.50

o

o

5000 85.0 m/z 85.10  41.24%
29.0
Ll 1130141016001980
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane M S
57.0 10.00 10.50

m/z 41.10 31.34%

5000 650
29.0
J h | | 113.0141.0169.0197.0 268.(

0“w‘HW‘H‘_‘H‘HH‘HﬂWMH‘_H‘_‘H‘H‘WH‘W‘H‘_H‘_‘H — —

m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.486 10.99 ng 366185  Acenaphthene-d10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
4 Hexadecane 226 C16H34 000544-76-3 74
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 1428 (10.486 min): BF136519.D\data.ms (-1422) (- m/z 57.10 100.00%
57.1
- M
85.0
=
113.1 169.1 10.50
141.0
Olrrrprrrothrtt bbb et b 22 209:2 m/z 71.10 50.11%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
5000 T
85.0 10.50
29.0 m/z 43.10 40.30%
0 \‘ h H\ A ull? 0\141 0169 0197.0 268.(
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘H\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
~—
10.50
5000 m/z 85.05 26.39%
85.0
29.0
0 ‘ m‘H‘d |, 113.0141.0 184.0
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl- =
57.0 10.50
m/z 41.10 19.92%
5000
85.0
113.0
29.0 183.0
o b | an0 T asozsao S
m/z--> 20 40 60 80 100120140160180200220240260 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.739  31.20 ng 857414  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C1l6H34 000544-76-3 91
5 Tetradecane 198 C14H30 000629-59-4 91
Abundance Scan 1471 (10.739 min): BF136519.D\data.ms (-1468) (- m/z 57.10 100.00%
57.1
o w
9.1 1050 1100
141.1 184.1 : :
- ““hw“‘ Ao dard 18l 2402 8810 L 4310 64.47%
mfz--> 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 o e
10.50 11.00
99.0 m/z 71.10 63.24%
01\5.\q‘\ ‘\““‘\ ‘H‘ “‘ ”‘ \“‘\“\ %9\ ]\-8\3\0‘ T \2\4?.‘0\ T 1T ’ T T T
miz-> 50 100 150 200 250 300
Abundance #59029: Tridecane
57.0
= —
10.50 11.00
5000 m/z 85.10 44 ,09%
99.0
o200 || P30 oea0
miz--> 50 100 150 200 250 300
Abundance #194588: Heneicosane e 7
57.0 10.50 11.00
m/z 41.10 29.97%
5000
99.0
015 Q‘ 1/ “H\ \“\ h‘ u‘ 10 1830 225.0 296.0
el A —— ——
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.192 17.88 ng 491291  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1548 (11.192 min): BF136519.D\data.ms (-1544) (- m/z 57.10 100.00%
57.1

- HJ

L
H 99.1 11.00 11.50
|

141.0
a0 2002 2842 L7106 59.88%

m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0

5000 1
11.00 11.50
m/z 43.10 58.61%

‘ ‘ 99.0
ULy 1410 1830 2250 2670 3se
mi/z--> 50 100 150 200 250 300
Abundance #107218: Hexadecane

57.0

T
11.00 11.50

o

o

5000 m/z 85.10 46.96%
0 22&)““ L “‘99{'0‘ 141.0 183.0 226.0
e A e e e
m/iz--> 50 100 150 200 250 300
Abundance #123958: Heptadecane T T
57.0 11.00 11.50

m/z 41.10 26.17%

99.0
15.0 ‘L‘ | 141.0 183.0 240.0

oH"‘“lu“u”“u‘uw,uum‘Hm‘”H‘HH e e
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Hexacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.222 8.97 ng 246580  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83
3 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 72
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 64

Abundance Scan 1553 (11.222 min): BF136519.D\data.ms (-1550) (- m/z 57.10 100.00%

57.1
5000

AR =
“ Tlfl 1832 11.00 11.50
AL, 822 10 78.25%

m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0

5000 e e
11.00 11.50

m/z 85.10 46.77%

LT 3918302250 2670 3080 _sss:
LI ‘ T ‘ T ‘ L ‘ =TT T ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

T
11.00 11.50

o

o

5000 m/z 43.10 39.38%
o LT 10 s
m/z--> 50 100 150 200 250 300 350
Abundance #59064: Undecane, 3,8-dimethyl- TS ]
57.0 11.00 11.50

m/z 41.10 23.70%

) ﬁavaMALdMNANJLJ
113.0
0 H‘ ‘ ‘ \‘\ Ll 15\5 0 ‘

m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.622 14.54 ng 399490 Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1621 (11.622 min): BF136519.D\data.ms (-1617) (-} ' m/z 57.10 100.00%
57.1
o m
99,1 e —
11.50 12.00
141.1
ol b b 14t 2030 2462 100 6s.75%
miz-> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 i .
11.50 12.00
m/z 43.10 58.00%
99.0
oLl LT 1410 1830 2250 2680
\\\‘\\\\’\\\\‘\\\\‘1\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
Pt =
11.50 12.00
5000 m/z 85.10 47 .71%
99.0
0 \‘ A M\ ‘h\ h‘ | %4\19 1830 225.0 267.0 338.
gl e e
miz--> 50 100 150 200 250 300
Abundance #123959: Heptadecane —T —
57.0 11.50 12.00
m/z 41.10 26.72%
5000
99.0
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.727 164.84 ng 4530470  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 1639 (11.727 min): BF136519.D\data.ms (-1634) (- m/z 74.10 100.00%
74.1
5000
43.1
143.1 T T
227.2
M\ || s 185.1 9703 11.50 12.00
e Y IS shun m/z 87.10 75.43%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —r ——
43.0 1150 12.00
143.0 ITI z 28.44%
0 ‘u \“ ‘\‘ | \\115 0\ 17\1 0\199 0227.0 2790
\‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\H\‘HH‘

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
11 50 12 OO
5000 43.0 m/z 26.40%
o ‘ h M‘m‘ 0 130 1850 2270 2700
“H‘W‘H‘_"_‘H‘H‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0 11 50 12 OO
m/z 22.28%
5000 43.0
143.0
185.0
bbb bl 080, | L 2280
m/z--> 20 40 60 80 100120140160 180200 220240260 11 50 12 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.857 9.15 ng 251610  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 68
3 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 60
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 56

Abundance Scan 1661 (11.857 min): BF136519.D\data.ms (-1658) (- m/z 192.10 100.00%
43.1 73.0 192.1

5000
129.1
— .
99.0 165.1
L 9972561 1150 1200
OLprrrrdli m/z 73.05 93.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

5000 129.0 ﬂ“‘
1150 12.00
. 1570 165 02130 256.0 m/z 43.10 91.78%
: vIL

Abundance #67020: Anthracene, 9-methyl-
192.0
1150 1200
5000 ITI z 57.10 88.89%
96.0
165.0
0270 630 | 1390 H‘H
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67033: Phenanthrene, 9-methyl-
192.0 1150 1200

m/z 60.00 87.56%

5000
165.0
o280 &o‘d 1390 0 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 Dodecane, 2-methyl-6-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.028 13.89 ng 381693  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 1690 (12.027 min): BF136519.D\data.ms (-1687) (- m/z 57.10 100.00%
57.1
- M
9.1 R \
12.00
141 0 197 1
oLl A «“uh“ Lt 2801282l 0 mjz 71.10 63.26%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — :
12.00
m/z 43.10 60.80%
O \“\ ‘\“‘ “H‘ \“‘\ h“ \“‘ \]E “ “‘\]‘[8\:‘3\()‘2\2\5\9‘ \2\8\‘2\()‘ T 1T ‘ T 1T
miz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
T
12.00
5000 m/z 85.10 46.01%
9.0 140.0
182.0
ob bbb f e | 280
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane 7
57.0 12.00
m/z 41.10 26.75%
5000
oL L L F ‘%410183022502670 3230 _ 3804 AL
““‘ R B e e ——
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.433 608.92 ng 16735300  Phenanthrene-d1e 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
Abundance Scan 1759 (12.433 min): BF136519.D\data.ms (-1752) (| m/z 67.85 100.00%
67.0
5000
09.1
263 1 12 50
o)) — “\“ ‘MH\ il ‘\Hh ML ‘Hh H\ ‘\\“1\‘87‘2‘2‘2‘02 ‘ ‘ . ?951 ITI/Z 81.0 88.75%
miz--> 50 100 150 200 250 300
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000
1250
09.0 m/z 55.05 62.62%
2940
ol L] u i Huh ‘M m L 2230 2620717
miz--> 50 100 150 200 250 300
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
1250
5000 m/z 95.0 60.47%
09.0 294.0
29 ‘
262.0
0! \\HL\ h”m \H\‘ \“h ‘\\\‘1‘87‘(‘)2‘299‘ ‘ %‘ — .
m/iz--> 50 100 150 200 250 300
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0 12 50
m/z 41.1 49.53%
5000
09.0
940
262.0
oLl ‘ ‘ ‘uL i, wuu‘ wh “\“1§7‘?2‘290 70 L
m/z--> 100 150 200 250 300 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.457 275.32 ng 7566790  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 97
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 96
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 95

Abundance Scan 1763 (12.457 min): BF136519.D\data.ms (-1761) (- m/z 55.10 100.00%
1

;

5000
P
12.50
0 m/z 41.10 68.90%
miz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
5000 ‘12\50‘
8.0 264.0 m/z 69.10  65.42%
L 1800 2220 | a5
ol
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
P
12.50
m/z 79.10 62.50%
5000 87.0 /
264.0
Lo 00 220 | penc
oL H‘ L L \‘ | \‘ L d \\Hn Ay g b T . “ —
miz-> 100 150 200 250 300
Abundance #194440.94)madecenok:add(2)arneﬂwleﬁer e
55.0 12.50
m/z 74.10 57.91%
5000 87.0 M
180.0 222.0 264.0
025‘0“‘ ‘ ‘ u“ Il wmm‘ mHU\ il “‘ o M e ‘H‘ ‘2‘96‘ € g
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.151 8.93 ng 374013 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tricosane 324 (C23H48 000638-67-5 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1881 (13.151 min): BF136519.D\data.ms (-1878) (- m/z 57.10 100.00%

57.1
5000

9.1
| hhh “\\‘M“ u‘\“ ‘1“‘ ,

-
220.2 13.00 13.50
411
ol YIi1831 7" 26623041 3850 .., 7110 63.53%

m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0

5000 U

13.00 13.50
0. m/z 43.18 59.18%
| L.

0
|11 [ 1918302050 2020
0+ ‘\“‘\“\‘\”\“ \H\“\ f “‘\M\ \‘\“ \‘\\\’\\\‘\’\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance #229645: Tricosane
57.0

T
13.00 13.50

5000 m/z 85.10 49.76%
9.0
Ly e oo assg P8
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T ——
57.0 13.00 13.50
m/z 55.10  29.58%
h MM
9.0
0 ‘ | uh\ \‘\\ “\‘ h‘ %4\\1? 1‘830 225.0 267.0 309.0 3671
I A e B B B B BB e — —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136519.D

Acqg On : 12 Dec 2023 16:49
Operator : CG\JU

Sample : 05701-01 2X

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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|
Decane 6.628 11.9 ng 341842 1 6.793 573103 20.0
Undecane, 2,6-d... 8.134 9.7 ng 292792 2 8.069 605207 20.0
unknown8.363 8.363 11.3 ng 342981 2 8.069 605207 20.0
Naphthalene, 1,... 8.575 8.6 ng 261264 2 8.069 605207 20.0
Tetradecane 8.663 25.5 ng 771124 2 8.069 605207 20.0
Hexadecane 9.234 24.2 ng 805817 3 9.828 666365 20.0
1-Octadecanesul... 9.551 12.6 ng 419232 3 9.828 666365 20.0
Carbonic acid, 9.763 21.3 ng 709168 3 9.828 666365 20.0
Nonadecane 10.263 19.4 ng 645910 3  9.828 666365 20.0
Tridecane 10.486 11.0 ng 366185 3 9.828 666365 20.0
Heptadecane 10.739 31.2 ng 857414 4 11.322 549673 20.0
Tetracosane 11.192 17.9 ng 491291 4 11.322 549673 20.0
Hexacosane 11.222 9.0 ng 246580 4 11.322 549673 20.0
Heneicosane 11.622 14.5 ng 399490 4 11.322 549673 20.0
Hexadecanoic ac... 11.727 164.8 ng 4530476 4 11.322 549673 20.0
n-Hexadecanoic ... 11.857 9.2 ng 251610 4 11.322 549673 20.0
Dodecane, 2-met... 12.028 13.9 ng 381693 4 11.322 549673 20.0
9,12-Octadecadi... 12.433 608.9 ng 16735300 4 11.322 549673 20.0
13-Octadecenoic... 12.457 275.3 ng 7566790 4 11.322 549673 20.0
Eicosane 13.151 8.9 ng 374013 5 13.974 837260 20.0
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