LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc :

ALS Vvial : 21  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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134411.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.469 572 575 592 rBV 609097 576606 2.85% 1.062%
2 6.475 743 746 753 rBV 644339 581186 2.87% 1.070%
3 6.840 804 808 811 rBV 362819 314233 1.55% 0.579%
4 7.398 900 903 905 rVV 474435 396200 1.96% 0.729%
5 7.422 905 907 911 rvV 289213 262738 1.30% 0.484%
6 8.092 1018 1021 1023 rVW 669366 581457 2.87% 1.071%
7 8.116 1023 1025 1028 rVV 532408 445475  2.20%  ©.820%
8 8.169 1030 1034 1037 rVB2 238956 279632 1.38% 0.515%
9 8.404 1069 1074 1078 rBV5 209554 249598 1.23% 0.460%
10 8.616 1107 1110 1113 rBV2 311152 271920 1.34% 0.501%
11 8.704 1122 1125 1128 rBV 885757 665847  3.29%  1.226%
12 8.939 1162 1165 1167 rBV 319538 248321 1.23% 0.457%
13 9.069 1183 1187 1191 rBV3 162534 246472 1.22% 0.454%
14  9.192 1205 1208 1212 rVB 728827 567444  2.80% 1.045%
15 9.269 1217 1221 1224 rBV 888929 837513  4.13% 1.542%
16 9.592 1271 1276 1278 rVV3 444051 519833 2.57% 0.957%
17 9.616 1278 1280 1283 rVV2 212882 233765 1.15% 0.430%
18 9.804 1309 1312 1315 rVV 1106649 849539 4.19% 1.564%
19 9.875 1321 1324 1328 rVB 437081 374298 1.85% 0.689%
20 10.122 1363 1366 1370 rVV3 244575 311479 1.54% 0.573%
21 10.198 1375 1379 1385 rBV9 96651 236269 1.17% 0.435%
22 10.304 1394 1397 1400 rVV 1098542 865287 4.27% 1.593%
23 10.522 1430 1434 1440 rVB 301639 420684 2.08% 0.775%
24 10.669 1457 1459 1462 rVV 338193 257037 1.27% 0.473%
25 10.781 1475 1478 1487 rVB 955749 1075025 5.31% 1.979%
26 11.228 1551 1554 1557 rBV 718995 647928 3.20% 1.193%
27 11.257 1557 1559 1565 rVB 280193 316205 1.56% 0.582%
28 11.369 1575 1578 1581 rBV 383475 347176  1.71% 0.639%
29 11.663 1624 1628 1630 rBV 581762 493503 2.44% 0.909%
30 11.775 1641 1647 1649 rBV 5127354 4969372 24.53% 9.149%

31 11.910 1666 1670 1676 rVB 503263 552304 2.73% 1.017%
32 12.069 1694 1697 1702 rBV2 568874 533118 2.63% 0.982%
33 12.486 1759 1768 1770 rBV 8582628 20254484 100.00% 37.292%
34 12.510 1770 1772 1776 rVB2 8647169 8420554 41.57% 15.504%
35 12.569 1779 1782 1785 rVB 2929585 2450221 12.10% 4.511%

36 12.610 1785 1789 1791 rBV2 985855 1222926 6.04% 2.252%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS Vvial : 21  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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.839 1824 1828 1835 rVB2 352134 387437 1.91% ©.713%
38 12.975 1845 1851 1853 rBV 506113 521687 2.58% ©.961%
39 13.198 1886 1889 1890 rBV 278296 235173 1.16% 0.433%
40 13.292 1902 1905 1909 rVB 286776 238034 1.18% 0.438%
41 13.727 1975 1979 1984 rVB3 148952 207892 1.03% 0.383%
42 13.969 2017 2020 2024 rVB 297674 256725 1.27% 0.473%
43 14.039 2028 2032 2034 rBV 313551 305187 1.51% ©.562%
44 15.545 2284 2288 2295 rBV 186503 285431 1.41% 0.526%

Sum of corrected areas: 54313215
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134411.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Tridecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.704  29.89 ng 665847  Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 86

5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 1125 (8.704 min): BF134411.D\data.ms (-1122) (-) m/z 57.10 100.00%
57.1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Tridecane, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.069 13.17 ng 246472  Acenaphthene-di10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 62
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 59
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 59
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 53
Abundance Scan 1187 (9.069 min): BF134411.D\data.ms (-1183) (-) m/z 57.10 100.00%
57.1
- m
1291 550960920540
155.1 : : : :
ob— H ‘h“ L. h“ L ”A o L3942 m/z 43.10 94.83%
miz--> 50 100 150 200 250
Abundance #74013: Tridecane, 2-methyl-
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5000 L B B AR B
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m/z 41.10 54.14%
| 90 1550
O T T ‘\ ‘\ “‘\ “‘ \H\ “‘ \‘ T ‘\ T “‘\ T \1\98’.0\ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
e AR R
8.80 9.00 9.20 9.40
5000 m/z 71.10 50.53%
99.0
o150 1550 19709 2530
— T T T
m/iz--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane R RERERERE S e
57.0 8.80 9.00 9.20 9.40
m/z 85.10 37.32%
) WL
99.0
0 LU0 190 g 296.!
R e ama R Emaman e T T
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43

Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: 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 Tetradecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.269 44.75 ng 837513  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 90
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 90
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1221 (9.269 min): BF134411.D\data.ms (-1217) (-)| | m/z 57.05 100.00%
57.0

%
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G e
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Obreprerlbll AT, 2412 1602 1982 s 43,10 81.44%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.804 45.39 ng 849539  Acenaphthene-di10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
Abundance Scan 1312 (9.804 min): BF134411.D\data.ms (-1309) (-) m/z 57.10 100.00%
57.1
- e MM
— e
9.50 10.00
1131 1451
0 m_uJ“mwhw“u“luH‘_m_H‘_H}??ﬁw‘z“l?“zw m/z 43.1e 78.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
5000 — o
85.0 9.50 10.00
29.0 m/z 71.10 57.87%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
— e
9.50 10.00
5000 85.0 m/z 41.10 42.26%
29.0
113.0 141.0 169.0 198.0
(o} IR UL T ML N S RNMRST i i SRR IS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane “ —
57.0 9.50 10.00
m/z 85.10 38.95%
5000
85.0
29.0
oL L moimo o
e e A e — =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Dodecane, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.122 16.64 ng 311479  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
3 Dodecane 170 C12H26 000112-40-3 81
4 Octacosane 394 C28H58 000630-02-4 74
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1366 (10.122 min): BF134411.D\data.ms (-1363) (- m/z 57.10 100.00%
57.1

- o @J\JL
170.1 bt ‘&Od ‘d d
113.1 141.1 ‘ 10. 10.5
— m!u A P R 2= S =y Py P S PR P T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #74020: Tridecane, 2-methyl-
57.0
N
5000 e —
85.0 10.00 10.50
20.0 155. m/z 71.05 61.34%
113.0 183.0
O %'9\\‘\‘{‘\\“‘}\\H“\\H}\‘w‘\\\h“\\‘\‘\‘\‘\\\‘\\\‘i‘\\\\“\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
\/\’/\/\J\ T ‘ T T ‘ T
85.0 10.00 10.50
5000 m/z 41.00 41.74%
29.0 141.0
113.0 169.0
o LHRMBBINSAS W N N N SN /SRS WS ——
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 N
Abundance #45478: Dodecane T —
57.0 10.00 10.50
m/z 85.10 40.77%
5000
85.0
290 170.0
ol o ) 20 aa0 100 I
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.304 46.24 ng 865287  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1397 (10.304 min): BF134411.D\data.ms (-1394) (- m/z 57.10 100.00%
57.1
- o LMM
- =
10.00 10.50
113.1
0 HWJ“mh_“‘m1uH‘W:M_%f‘,lulw‘1‘?3‘2”‘1“”‘2‘,2]9‘3_m_m m/z 43.10  75.60%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane
57.0
5000 85.0 T T
10.00 10.50
290 m/z 71.10 57.68%
\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
— i
10.00 10.50
m/z 41.10 39.35%
5000 85.0
29.0
0 113.0141.0169.0197.0 268.(
T e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane “ —
57.0 10.00 10.50
m/z 85.10 38.96%
5000 85.0
29.0
0 \‘ il \‘\ i \11? 0\141 0169 0 212.0
HW‘HW‘Hw‘Hw‘H‘_H‘_H‘WH‘_H‘_H‘_‘HM‘HM‘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\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Undecane, 3,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.522  22.48 ng 420684  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 81
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 59
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 52
Abundance Scan 1434 (10.522 min): BF134411.D\data.ms (-1430) (-} ' m/z 57.10 100.00%
57.1
o WM
‘ ‘991 10.50 |
’ 169.2 ;
ob— M‘u L4 p1ad o Prs 2118 m/z 71.10  51.21%
miz-> 50 100 150 200 250
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 e :
10.50
m/z 43.10 50.10%
113.0
0 \2\6\\0\“ ““\ ‘1‘ \‘\ h‘ \“\ T \15"5\0\ LN I B B B
miz--> 50 100 150 200 250
Abundance
57.0
U \
10.50
5000 m/z 41.10 28.01%
99.0
0 1410 1830 239.0  296.
—— it
miz--> 50 100 150 200 250
Abundance #22092: Octane, 3,5-dimethyl- T ‘
57.0 10.50
m/z 85.10 23.85%
5000
‘ ‘ 99.0
olzso || |77 aa20 s
m/z--> 50 100 150 200 250 10.50

8270-BF062623.M Sun Jul 23 ©9:23:04 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.781 61.93 ng 1075030  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 89
Abundance Scan 1478 (10.781 min): BF134411.D\data.ms (-1475) (-} ' m/z 57.10 100.00%
57.1
- AmvjtwAﬂuA\“ﬁmeﬁA
T =
9.0 1411 10.50 11.00
ol h A had 3401832 2402 wyz 43.10 75.30%
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 e A
10.50 11.00
9.0 m/z 71.10 62.66%
01\5\4 ‘\‘ “\ “ \“‘\ H“ \“‘ \]“-\4}‘0\]_\8\3\()‘ T \2\4?‘0\ T ‘ T T ’ L
miz--> 50 100 150 200 250 300 350
Abundance
57.0
= —
10.50 11.00
5000 m/z 85.10 41.10%
99.0
0 141.0183.0 268.0
T
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane o T
57.0 10.50 11.00
m/z 41.05 40.87%
- w
ol L I F | 141.0183.0225.0267.0 3230 380,
“““ A e e e A e —— ——
m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF062623.M Sun Jul 23 ©9:23:06 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.228 37.33 ng 647928  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 1554 (11.228 min): BF134411.D\data.ms (-1551) (-} | m/z 57.10 100.00%

57.1
5000

=il
99.1 1100 11.50
141.1

ol dbd d g 2052 182221892542 w7 43.10 73.21%

m/z--> 50 100 150 200 250 300
Abundance #141058: Octadecane
57.0

5000

m/z 71.10 60.50%
\‘ “\ L L1 ]

99.0
. 1410180 2540
O T T ‘ T \‘\ ’ T { ‘ T \‘ T “ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance
57.0

5000 ITI/Z 85.10 40.18%
99.0
0 141.0 183.0 225.0 267.0 338.i
R B e TR A B S I e e A
m/z--> 50 100 150 200 250 300
Abundance #123961: Heptadecane T —
57.0 11.00 11.50

m/z 41.10 38.64%

) ML\WA\
99.0
\‘ ol 141.0 183.0 240.0

ol A e e T — —
miz--> 50 100 150 200 250 300 11.00 11.50

8270-BF062623.M Sun Jul 23 ©9:23:07 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.257 18.22 ng 316205 Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
2 Tridecane 184 C13H28 000629-50-5 83
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
4 Decane, 2-methyl- 156 C1l1H24 006975-98-0 80
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 1559 (11.257 min): BF134411.D\data.ms (-1557) (- m/z 57.10 100.00%
57.1

- m

A S
1131 1831 11.00 11.50
ob bl | 1100, 1831 219.02502 m/z 71.10  73.04%

m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 g SRs
|

11.00 11.50
m/z 43.10 52.38%

99.0
0 . | 1410 1830 2390  296(
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘
m/z--> 50 100 150 200 250
Abundance
57.0

— —
11.00 11.50

5000 m/z 85.10 37.46%
0l200 990 1410 1840
R e B
m/z--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- A — T
57.0 11.00 11.50

m/z 41.10 32.09%

5000
‘ 113.0
26‘\0\\ ‘\ H\ L ‘\“ \‘ \‘ - 183.0 253.0

(o B R NS S VO wha MEMERE A —— e
miz--> 50 100 150 200 250 11.00 11.50

8270-BF062623.M Sun Jul 23 ©9:23:08 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.663  28.43 ng 493503  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91

Abundance Scan 1628 (11.663 min): BF134411.D\data.ms (-1624) (- m/z 57.10 100.00%
57.1

o M
o0 s 1o
ol dd bl Yteie2a00502681 L. 4310 76.81%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T L(\/w\'T_)L'
11.50 12.00
m/z 71.10 63.83%
|

ol | | | F ‘1‘410183022502670 3230 380
T T ‘ T T ‘ \ T ‘ L ‘ LI ‘ L L ’ L
miz--> 50 100 150 200 250 300 350
Abundance

57.0

11.50 12.00
5000 m/z 85.10 43.57%
0]_5.0 poo 141.0 212.0
e L A B I I B S
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T —T
57.0 11.50 12.00

m/z 41.05 36.19%

5000
L1 013020502080

T
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF062623.M Sun Jul 23 ©9:23:09 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43

Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.775 286.27 ng 4969370  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81

Abundance Scan 1647 (11.775 min): BF134411.D\data.ms (-1641) (- m/z 74.00 100.00%
74.0
5000
43.1
143 1 T ‘ T \T T ‘ T
: 227.2
O prrrelr st b bbbt b b e b e m/z 87.1@ 73.75%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 e
43.0 11.50 12.00
143.0 m/z 43.10 35.39%
0 ‘u “ ‘\‘ il \\1150 17\1 0199 022\70 2790

\‘\H\‘\\H‘HH’HH‘HH‘HH‘\H\‘\\H‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance
40 \AA\_)LW

11 50 12.00
5000 m/z 55.10
o 1110 243017101990 2420
e e e

43.0
miz--> 20 40 60 80 100 120140 160 180 200 220 240 260 MVMNWJ&J
LA A

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester =

74.0 1150 12.00
m/z 41.10  27.61%
5000{ 43.0
B0 O = . B A s A
miz-> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF062623.M Sun Jul 23 ©9:23:10 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43

Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 n-Hexadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.910 31.82 ng 552304  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1670 (11.910 min): BF134411.D\data.ms (-1666) (- m/z 73.00 100.00%
43.1 73.0
5000
129.0
213.2 RN
| ‘ HH 1711 | 256.1 12.00
oww‘_‘w“w u“‘!m”“u‘e“l mw,m“wlm_wuwl,mw m/z 43.10  97.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
97.0 1o 2130 2560 m/z 60.00 92.58%
O\H‘HH“}‘HH\‘H\H‘H‘H\Hwh“‘\\\H‘l‘\“\‘\\‘HH’H\\‘\\\\‘H\‘\‘HH‘\H!’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
73.0
43.0 1
L
12.00
5000 m/z 41.05 80.19%
129.0
171.0 214.0
R S N N AR —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid =
43.0 73.0 12.00
m/z 55.00 78.81%
5000 129.0
‘ 199.0 2420
o?q, e
m/z--> 20 40 60 80 100120140160180200220240260 12.00

8270-BF062623.M Sun Jul 23 ©9:23:11 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Bromo dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.069 30.71 ng 533118 Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 92
2 Octadecane 254 C18H38 000593-45-3 89
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tetracosane 338 (C24H50 000646-31-1 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1697 (12.069 min): BF134411.D\data.ms (-1694) (- m/z 57.10 100.00%
57.1
T \
99.0 2432 12.00
141.1 !
ol b b Ly AR as23  T1C 2821 0 43010 76.06%
miz-> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane
57.0
5000 = :
12.00
m/z 71.10 58.99%
‘ 99.0 169.0
0 \Z\Q\\O‘\“ ‘““\ ‘1‘ \h‘\ “‘ \‘ \1;\35\.0’ T ‘\ L \2\48‘9 B
m/z--> 50 100 150 200 250
Abundance
57.0
T \
12.00
5000 m/z 85.10 44 .,93%
99.0
0L.26.0 141.0 183.0 221.0254.0
s e B e B e R
m/iz--> 50 100 150 200 250
Abundance #90189: Pentadecane —T
57.0 12.00
m/z 41.10 35.53%
5000
590 AJL\J
olzsol || [7, sar0 220 "
m/z--> 50 100 150 200 250 12.00

8270-BF062623.M Sun Jul 23 ©9:23:12 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.486 1166.81 ng 20254500  Phenanthrene-di1e 11.369
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 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
Abundance Scan 1768 (12.486 min): BF134411.D\data.ms (-1759) (- m/z 67.10 100.00%
67.1
5000
09.1
e
150.1 263.1294.1 12.50
ol Ao 8702202 T 2 Bl.1e 85.66%
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 R
12.50
290 09.0 m/z 55.05 71.22%
150.0 294.0
0 L\“\u\ iyl 2280 2030°TH
miz--> 50 100 150 200 250
Abundance
67.0
e
12.50
5000 m/z 41.05 61.75%
109.0 .
29.0 26302940
o 1500 1010 2200 '
s o e e LA B e
m/iz--> 50 100 150 200 250
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester = =
67.0 12.50
m/z 95.10 56.94%
5000
09.0
150.0 263.0
‘ 220.0 ’
. L ase0 2200 7 | 1L
m/z--> 50 100 150 200 250 12.50

8270-BF062623.M Sun Jul 23 ©9:23:13 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43

Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: 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 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.510 485.09 ng 8420550 Phenanthrene-d1e 11.369

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Octadecenoic acid, methyl ester 296 C19H3602
2 16-Octadecenoic acid, methyl ester 296 C19H3602
3 10-Octadecenoic acid, methyl ester 296 C19H3602
4 15-Octadecenoic acid, methyl ester 296 C19H3602
5 13-Octadecenoic acid, methyl ester 296 C19H3602

002462-84-2 99
056554-49-5 99
013481-95-3 98
004764-72-1 98
056554-47-3 98

Abundance Scan 1772 (12.510 min): BF134411.D\data.ms (-1770) (- m/z 55.10 100.00%
55.1
5000
97.1 264.1 /LLV
222.2 ) :
T G I
ol— M‘ “H‘ \“‘HH \‘H\‘M‘MHLM m‘H\ . \LM‘H g |- TN m/z 69.10 62.88%
miz--> 50 100 150 200 250 300
Abundance #194409: 9-Octadecenoic acid, methyl ester
55.0
5000 87.0 = i
264.0 12.50 :
23.0 1800 2220 m/z 41.10 62.40%
LA, by 230 T | e
oL \‘ 1”“ | Il \“ H‘M \‘\HHH‘MH“M ‘H\ I . I — ]
m/z--> 50 100 150 200 250 300
Abundance
55.0
‘/\ T ‘ T ‘
12.50
5000 87.0 ITI/Z 74.05 55.83%
264.0
. 123.0 180.0 222.0 206.C
B e
m/z--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester i ‘
53.0 12.50
m/z 83.10 49.07%
5000
87.0
‘ 3.0 264.0
. 180.0 222.0
oL H‘ W‘\ “ H uﬂh\ “\MM‘MH\‘M “m“u”‘ } —— “‘ ‘2?‘6‘.C Y
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\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.198 15.41 ng 235173  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tricosane 324 (C23H48 000638-67-5 94
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 1889 (13.198 min): BF134411.D\data.ms (-1886) (- m/z 57.05 100.00%
5

1.0
5000

99.0

13.00 13.50
Ll d 1 1ss1 0051 2664 s222 s 65 757y

m/z--> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0

5000

o

T
13.00 13.50
m/z 71.10 62.07%

99.0
Jiso || 141018302050 2060
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance
57.0

1
13.00 13.50

5000 ITI/Z 85.10 42 .05%
99.0
324.0
0 e T e e e
m/z--> 50 100 150 200 250 300
Abundance #275543: Eicosane, 7-hexyl- T T
57.0 13.00 13.50
m/z 55.10 34.97%
99.0 182.0
oL bl U 34101820 5250 28103220 S
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43

Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: 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 Hexadecanoic acid, 15-methy... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.292 15.60 ng 238034  Chrysene-di2 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602

2 Eicosanoic acid, methyl ester
3 Methyl stearate

326 C21H4202
298 C19H3802

4 Heptadecanoic acid, methyl ester 284 (C18H3602

5 Methyl tetradecanoate

242 C15H3002

006929-04-0 91
001120-28-1 91
000112-61-8 90
001731-92-6 90
000124-10-7 90

Abundance Scan 1905 (13.292 min): BF134411.D\data.ms (-1902) (- m/z 74.00 100.00%
74.0
5000 /JLA
143.0 —— S N
283.3
‘ I | 199254, a264 1300 1350
0h— m Ll Ll S L L m/z 87.00  80.06%
miz--> 100 150 200 250 300
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 P L
13.00 13.50
143.0 284.0 m/z 43.10 48.83%
q ‘ ‘ ‘ 185.0 241.0 ‘
O T \ T ‘ \ \‘ \‘M\ ‘H \‘ \ \ T ‘ T \‘\ “ T ‘\ \‘ ‘h\ T \‘\ ‘ L
miz--> 100 150 200 250 300
Abundance
74.0
—r —
13.00 13.50
5000 ITI/Z 55.10 32.93%
143.0
326.0
. 29.0 199.0 241.0 283.0
T e
miz--> 50 100 150 200 250 300
Abundance #197271: Methyl stearate T T
74.0 13.00 13.50
m/z 41.05 31.34%
5000
143.0
# ‘ 199.0 255.0 298.0
oHH_““““‘uu“wu‘m_Hu“u‘u”‘\”” —— ——
m/z--> 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43

Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 unknownl3.727 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.727 13.62 ng 207892  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, decahydro-1,1-dimet... 166 C12H22
2 Bicyclo[2.2.1]heptane, 2-(2-meth... 150 C11H18

3 (2E,6E,
4 Bicyclo[2.2.1]heptan-2-one, 1-(b... 230 C10H15BrO

10E)-3,7,11-Trimethylcycl... 248 C17H280

5 1-Oxaspiro[2.5]octane, 2,4,4-tri... 166 C11H180

035431-04-0 45
061142-27-6 38
1000426-96-2 30
064161-50-8 18
054345-62-9 15

Abundance Scan 1979 (13.727 min): BF134411.D\data.ms (-1975) (-} | m/z 81.85 100.00%
810 1511
5000
P e
‘m‘ 13.50 14.00
ol LA, m/z 95.10 90.49%
miz--> 100 150 200 250 300 350
Abundance #41565: Naphthalene, decahydro-1,1-dimethyl-
81.0 151.0
41.0
5000 — —
13.50 14.00
m/z 151.05 86.12%
0\\”\”“‘“““”“
miz--> 50 100 150 200 250 300 350
Abundance
95.0
e e
13.50 14.00
5000 ITI/Z 55.00 51.26%
410 135.0
ot b by
m/z--> 50 100 150 200 250 300 350
Abundance #133570: (2E,6E,10E)-3,7,11-Trimethylcyclotetradecatrie P ——
81.0 13.50 14.00
m/z 67.00 50.61%
5000
21.0
2300
a1 VY
o MRS
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43

Operator : CG\JU

Sample : 03659-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: 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 Docosanoic acid, methyl ester  Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.969 16.82 ng 256725  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Docosanoic acid, methyl ester
2 Nonadecanoic acid, methyl ester
3 Methyl 20-methyl-heneicosanoate

4 Pentadecanoic acid, methyl ester

5 Methyl stearate

354 C23H4602
312 C20H4002
354 C23H4602
256 C16H3202
298 C19H3802

000929-77-1 98
001731-94-8 93
1000336-47-4 91
007132-64-1 90
000112-61-8 87

Abundance Scan 2020 (13 969 min): BF134411.D\data.ms (-2017) (- m/z 73.95 100.00%
74.0
5000
1431 U |
h ‘ ‘ ‘ 199.2 2552 3:I-:I-'33\"343 14.00
ol b Ll L e L m/z 87.00  81.48%
miz--> 50 100 150 200 250 300 350
Abundance #264182: Docosanoic acid, methyl ester
74.0
5000 ‘gﬁj\’\“\ I \/\r‘ﬁ‘“
354.0 14.00
143.0 m/z 43.10 47.04%
311.0
0 T \“\ \LH\ ““ \‘ T ‘\ \“ T \1\9‘9\0\ \2\5“\:’\0\\ T ‘ \‘ \‘\ T “\ L
miz--> 100 150 200 250 300 350
Abundance
74.0
——
14.00
5000 ITI/Z 55.10 37.66%
143.0
29.0 1990 26903120
oLl b e
m/z--> 50 100 150 200 250 300 350
Abundance #264191: Methyl 20-methyl-heneicosanoate e
74.0 14.00
m/z 41.10 31.12%
5000
143.0
311.0
199.0 255.0 ‘
ol b gL Ll L -
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134411.D

Acqg On : 21 Jul 2023 20:43
Operator : CG\JU

Sample : 03659-03 2X

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Tridecane 8.704 29.9 ng 665847 2 8.116 445475 20.0
Tridecane, 2-me... 9.069 13.2 ng 246472 3 9.875 374298 20.0
Tetradecane 9.269 44.8 ng 837513 3 9.875 374298 20.0
Hexadecane 9.804 45.4 ng 849539 3 9.875 374298 20.0
Dodecane, 2-met... 10.122 16.6 ng 311479 3 9.875 374298 20.0
Nonadecane 10.304 46.2 ng 865287 3 9.875 374298 20.0
Undecane, 3,6-d... 10.522 22.5 ng 420684 3 9.875 374298 20.0
Heptadecane 10.781 61.9 ng 1075030 4 11.369 347176 20.0
Octadecane 11.228 37.3 ng 647928 4 11.369 347176 20.0
Heptadecane, 2,... 11.257 18.2 ng 316205 4 11.369 347176 20.0
Heptacosane 11.663 28.4 ng 493503 4 11.369 347176 20.0
Hexadecanoic ac... 11.775 286.3 ng 4969370 4 11.369 347176 20.0
n-Hexadecanoic ... 11.910 31.8 ng 552304 4 11.369 347176 20.0
2-Bromo dodecane 12.069 30.7 ng 533118 4 11.369 347176 20.0
9,12-Octadecadi... 12.486 1166.8 ng 20254500 4 11.369 347176 20.0
9-Octadecenoic ... 12.51@0 485.1 ng 8420550 4 11.369 347176 20.0
Heneicosane 13.198 15.4 ng 235173 5 14.039 305187 20.0
Hexadecanoic ac... 13.292 15.6 ng 238034 5 14.039 305187 20.0
unknown13.727 13.727 13.6 ng 207892 5 14.039 305187 20.0
Docosanoic acid... 13.969 16.8 ng 256725 5 14.039 305187 20.0

8270-BF062623.M Sun Jul 23 ©9:23:20 2023 Pag 24



