LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092123\
Data File : BF135388.D

Acqg On : 21 Sep 2023 19:16

Operator : CG\JU

Sample : 04394-06 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135388.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.387 557 561 578 rBV 1435379 1436461 100.00% 11.976%
2 6.398 730 733 749 rBV 1530707 1410698 98.21% 11.761%
3 6.757 790 794 800 rBV 954363 751092 52.29% 6.262%
4 7.316 886 889 900 rBV 926474 850260 59.19% 7.089%
5 8.034 1005 1011 1015 rBV 1029044 897604 62.49%  7.483%
6 9.110 1191 1194 1205 rBV 1357167 1248613 86.92% 10.410%
7 9.192 1205 1208 1211 rVB2 19430 21244  1.48% 0.177%
8 9.728 1296 1299 1303 rBV 16148 16352 1.14% 0.136%
9 9.792 1306 1310 1314 rVWV 923066 785420 54.68% 6.548%
10 9.822 1314 1315 1324 rVB2 24986 27998 1.95% 0.233%
11 10.339 1401 1403 1406 rBV 14800 14752 1.03% 0.123%
12 10.451 1417 1422 1427 rVB2 12422 17014 1.18% 0.142%
13 10.586 1441 1445 1455 rBV 587761 593320 41.30% 4.947%
14 10.704 1462 1465 1470 rBV2 27920 38816 2.70% 0.324%
15 11.022 1515 1519 1525 rVB7 12378 21936 1.53% 0.183%
16 11.151 1538 1541 1543 rBV 23386 18736 1.30% 0.156%
17 11.180 1543 1546 1551 rVB2 23857 23870 1.66% 0.199%
18 11.286 1560 1564 1566 rBV 815542 737760 51.36% 6.151%
19 11.310 1566 1568 1571 rVV 67620 60645 4.22% 0.506%
20 11.357 1573 1576 1579 rVB3 15278 21075 1.47% 0.176%
21 11.580 1612 1614 1617 rBV 23396 17525 1.22% 0.146%
22 11.822 1651 1655 1661 rBV 93308 118559 8.25% 0.988%
23 11.992 1681 1684 1687 rVB 27914 23719 1.65% 0.198%
24 12.275 1729 1732 1739 rBV7 13396 20796 1.45% 0.173%
25 12.380 1747 1750 1752 rVB 38124 28102 1.96% 0.234%
26 12.504 1768 1771 1776 rBV 90990 79558 5.54% 0.663%
27 12.733 1807 1810 1812 rBV 75203 62449 4.35% 0.521%
28 12.757 1812 1814 1816 rVB 45640 32751  2.28% 0.273%
29 12.880 1831 1835 1838 rBV 1074763 976662 67.99% 8.143%
30 13.116 1872 1875 1878 rBV 49650 43235 3.01% ©0.360%
31 13.369 1913 1918 1924 rBV 325863 382121 26.60%  3.186%
32 13.457 1931 1933 1936 rVB3 51814 49427 3.44% 0.412%
33 13.792 1988 1990 1997 rVB3 64774 81139 5.65% 0.676%
34 13.939 2012 2015 2019 rVB 680963 634139 44.15% 5.287%
35 15.410 2261 2265 2268 rBV 385103 450701 31.38% 3.758%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092123\
Data File : BF135388.D

Acqg On : 21 Sep 2023 19:16
Operator : CG\JU

Sample : 04394-06 2X

Misc

ALS Vvial : 20 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 11994549
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Sep 2023 19:16
¢ CG\JU
¢ 04394-06 2X

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092123\
BF135388.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Data Path : Z:\svoasrv\
Data File : BF135388.D

Library Search Compound Report

HPCHEM1\BNA_F\Data\BF092123\

Acqg On : 21 Sep 2023 19:16
Operator : CG\JU

Sample : 04394-06 2X

Misc

ALS vial : 20 Sample

Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M

Quant Title

TIC Library : C:\Data
TIC Integration Paramet

base\NIST20.L
ers: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexad
R.T. EstConc
11.822 3.21 ng

Hit# of 5

ecanoic acid

Concentration Rank 2

Area Relative to ISTD R.T.

118559 Phenanthrene-di10

Tentative ID MW MolForm

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Pentadecanoic acid
4 Tetradecanoic acid
5 n-Decanoic acid

256 C16H3202
214 C13H2602
242 C15H3002
228 C14H2802
172 C1eH2002

000057-10-3 93
000638-53-9 83
001002-84-2 81
000544-63-8 72
000334-48-5 64

Abundance Scan 1655 (11.822 min): BF135388.D\data.ms (-1651) (- m/z 43.10 100.00%
43.1
. m
1150 12.00
Il ‘ 24.0256.1 300, : : .
OLb—— ‘M“m m/z 73.00 93.52%
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 A B
129.0 11.50 12.00
83.0 m/z 60.00 91.15%
‘ ‘ ‘ 171.0
ob— “‘ H‘M “nh“‘ M‘ il ‘ “ “ “‘m[ B ‘ \‘ —
m/z-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
‘ T T ‘ T \W T
41.0 11.50 12.00
5000 129.0 m/Z 57.05 78.04%
171.0
‘ 214.0
oL— ‘\‘ ‘; ‘\‘u“\ ““‘H‘h bl ol “ ‘n“ L “‘ : “\‘ ——
miz-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid — —
73.0 11.50 12.00
450 m/z 55.10  77.03%
5000 129.0
‘ 199.0 2420
ob— ‘\‘ ‘; \‘ ‘H‘H L \\h“‘\ M\‘ al “‘ ‘1‘67‘[9“ L\ N “\ P — ——
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\BF©92123\
Data File : BF135388.D

Acqg On : 21 Sep 2023 19:16
Operator : CG\JU

Sample : 04394-06 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.369 12.05 ng 382121 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
2 1-Phenyl-9-thioureido-3,6-diazah... 302 C16H22N4S 153464-71-2 74
3 Nonanamide 157 C9H19NO 001120-07-6 53
4 1,7-Octanediol, 3,7-dimethyl- 174 C10H2202 000107-74-4 43
5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 43

Abundance Scan 1918 (13.369 min): BF135388.D\data.ms (-1913) (- m/z 59.00 100.00%
59.0

5000 k
1500 | 1350
98.0 302.1 : :
- wh AL g 3203 180.2 2220 2641 T[Ty 7516 54.88%
miz--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
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5000 - e
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O]\_B‘\(R\ H‘ “H‘ “‘L M Mh HH H\ “t ?\ :\1-8\4\0‘ T \2\38\? \2\8\‘1\0‘ T
miz--> 50 100 150 200 250 300
Abundance #201846: 1-Phenyl-9-thioureido-3,6-diazahomoadamanta
72.0
P P
13.00 13.50
5000 m/z 41.05  30.26%
302.0
1120 1700 2270
ol “ u\H‘ ‘ \HH‘ ‘M\‘ ‘\‘H ‘mm H\M ‘\ \“\ HH ‘m\‘\“‘ - \‘6?'9‘ ‘h‘ :
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Abundance #34432: Nonanamide I ——
59.0 13.00 13.50
m/z 43.05 23.31%
OL5-Q\\ \\H 1 114'9 157.0
7 P e
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\BF©92123\
Data File : BF135388.D

Acqg On : 21 Sep 2023 19:16
Operator : CG\JU

Sample : 04394-06 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Docosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.792 2.56 ng 81139  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 83
2 Hexadecane 226 C1l6H34 000544-76-3 60
3 Heptadecane 240 C17H36 000629-78-7 60
4 Octadecane 254 C18H38 000593-45-3 58
5 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 52
Abundance Scan 1990 (13.792 min): BF135388.D\data.ms (-1988) (- m/z 57.05 100.00%
57.0
5000 W
o1 230.1 — —
279. 0 13.50 14.00
0l hh Hmﬂ”\mm‘\‘ il wn \1\36@‘ g Mm ﬂm ‘%355 m/z 43.10 59.96%
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9.0 m/z 71.05 59.29%
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0\\\\“‘ ‘hh\“\\}“\‘\\‘\“\‘\\\’\\\\‘1\\\‘\
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— —
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oL “\‘ |4 F?‘? 141.0 183.0 226.0 M
i e P o A
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- JL,VAMW
pso || [0 om0 200 DA T
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092123\
Data File : BF135388.D

Acqg On : 21 Sep 2023 19:16
Operator : CG\JU

Sample : 04394-06 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 ... 11.822 3.2 ng 118559 4 11.286 737760 20.0
9-Octadecenamid... 13.369 12.1 ng 382121 5 13.939 634139 20.0
Docosane 13.792 2.6 ng 81139 5 13.939 634139 20.0
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