LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133776.D

Acqg On : 15 Jun 2023 15:43
Operator : CG\JU

Sample : 03160-03 2X

Misc :

ALS Vvial : 12 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133776.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 6 10 15 rVB5 12648 17519 2.21% 0.210%
2 3.857 296 301 308 rBV2 5962 10021 1.27% 0.120%
3 5.028 496 500 507 rVB 26715 28759 3.64%  0.345%
4 5.434 565 569 578 rBV 765681 677941 85.70%  8.144%
5 6.451 738 742 745 rBV 830287 654684 82.76% 7.865%
6 6.828 803 806 810 rBV 720509 551256 69.68% 6.622%
7 7.387 898 901 910 rBV 503692 411124 51.97% 4.939%
8 8.110 1021 1024 1028 rBV 783289 636333 80.44% 7.644%
9 9.186 1203 1207 1210 rBV 965113 733458 92.72% 8.811%
10 9.869 1319 1323 1326 rBV 712620 603016 76.23% 7.244%
11 10.580 1439 1444 1447 rBV 40488 38489 4.87% 0.462%
12 10.651 1453 1456 1464 rBV 490958 430024 54.36% 5.166%
13 10.780 1473 1478 1482 rBV5 9022 11917 1.51% 0.143%
14 11.357 1572 1576 1578 rBV 701580 644665 81.49% 7.744%
15 11.375 1578 1579 1582 rVB 56860 43180 5.46% ©.519%
16 11.598 1613 1617 1621 rBV7 7028 15462 1.95% 0.186%
17 11.857 1658 1661 1662 rBv2 12538 11434 1.45% 0.137%
18 11.880 1662 1665 1670 rVB2 72791 77317 9.77%  0.929%
19 11.969 1677 1680 1682 rBV2 15580 18746 2.37% 0.225%
20 11.992 1682 1684 1688 rVB4 12198 12749 1.61% 0.153%
21 12.151 1709 1711 1714 rBV2 12481 12182 1.54% 0.146%
22 12.180 1714 1716 1721 rVB5 12184 10861 1.37% 0.130%
23 12.410 1752 1755 1757 rBV2 15187 15967 2.02% 0.192%
24 12.439 1757 1760 1766 rVB7 15011 26000 3.29% 0.312%
25 12.492 1766 1769 1773 rBV5 12178 14703 1.86% 0.177%
26 12.569 1779 1782 1786 rBV 184710 151064 19.10% 1.815%
27 12.669 1796 1799 1803 rBV5 23092 29908 3.78% 0.359%
28 12.763 1812 1815 1817 rBvV2 18886 21115 2.67% 0.254%
29 12.798 1817 1821 1824 rVV 167277 143433 18.13% 1.723%
30 12.939 1842 1845 1849 rBV 881932 744187 94.07% 8.940%
31 13.127 1874 1877 1880 rVB2 24550 24500 3.10% 0.294%
32 13.227 1892 1894 1897 rBv2 16360 12004 1.52% 0.144%
33 13.468 1933 1935 1938 rBV4 23484 23804 3.01% 0.286%
34 13.633 1961 1963 1967 rBV2 23582 29239 3.70% 0.351%
35 13.845 1996 1999 2009 rBV2 68397 90290 11.41% 1.085%

36 13.998 2020 2025 2028 rBV 783107 791082 100.00%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133776.D

Acqg On : 15 Jun 2023 15:43
Operator : CG\JU

Sample : 03160-03 2X

Misc

ALS Vvial : 12 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.033 2198 2201 2204 rBV 80764 103628 13.10%  1.245%
38 15.462 2269 2274 2277 rBV 351496 452304 57.18% 5.433%

Sum of corrected areas: 8324365
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133776.D

Acqg On : 15 Jun 2023 15:43
Operator : CG\JU

Sample : 03160-03 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133776.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133776.D

Acqg On : 15 Jun 2023 15:43
Operator : CG\JU

Sample : 03160-03 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.880 2.40 ng 77317  Phenanthrene-d1e 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Dodecanoic acid 200 C12H2402 000143-07-7 50
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Octanoic acid 144 C8H1602 000124-07-2 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 1665 (11.880 min): BF133776.D\data.ms (-1662) (- m/z 43.00 100.00%
43.0
73.0

5000
129.0

T
‘ m? ‘22722561 11.50 12.00
0 Hww‘:‘w‘!w“ L) mwuw‘:‘:me uwwwm‘_ m/z 73.00  83.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
r\AA P’\/v"mWV

5000 129.0 ‘ ‘
1150 1200

m/z 60.00 76.86%

192.1

.

157-0185.0213'0 256.0 .
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #75716: Dodecanoic acid
60.0
11.50 12.00
m/z 41.00 68.52%
5000 129.0 /
157.0
29.0 87.0
‘ i ‘ 200.0
O‘H‘w‘w‘ﬁ ‘”‘MMMWJM‘NHWHH‘HLWH‘ﬂ‘H‘_H‘_‘H‘
m/z--> 20 40 80 100120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid “ —
430 73.0 11.50 12.00
' m/z 57.00 68.45%
5000
129.0
‘ ‘ 171.0 214.0
ol AL 2 a1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

8270-BF060923.M Fri Jun 16 10:25:36 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133776.D

Acqg On : 15 Jun 2023 15:43
Operator : CG\JU

Sample : 03160-03 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 E-14-Hexadecenal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.845 2.28 ng 90290  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 83
2 1-Heptadecene 238 C17H34 006765-39-5 80
3 Cyclohexadecane 224 C16H32 000295-65-8 55
4 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 53
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 53
Abundance Scan 1999 (13.845 min): BF133776.D\data.ms (-1996) (- m/z 57.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@61523\
Data File : BF133776.D

Acqg On : 15 Jun 2023 15:43
Operator : CG\JU

Sample : 03160-03 2X

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
n-Hexadecanoic ... 11.880 2.4 ng 77317 4 11.357 644665 20.0
E-14-Hexadecenal 13.845 2.3 ng 90290 5 13.998 791082 20.0
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