LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
Data File : BF135782.D

Acqg On : 16 Oct 2023 18:14
Operator : CG\JU

Sample : 04656-18

Misc :

ALS vial : 4 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135782.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.757 279 284 294 rVB 40000 68124 2.15% ©.393%
2 4.963 486 489 498 rBV 21522 36955 1.17% 0.213%
3 5.369 555 558 586 rBV 929159 1309709 41.41% 7.560%
4 6.392 729 732 755 rBV 490965 789225 24.95%  4.555%
5 6.734 787 790 804 rBV 659287 586292 18.54% 3.384%

6 7.304 883 887 900 rBV 2019704 1991992 62.98% 11.498%

7 8.016 1005 1008 1017 rBV 908322 778085 24.60% 4.491%

8 8.439 1077 1080 1093 rBV 75626 103128 3.26% ©

9 9.098 1188 1192 1195 rBV 3667337 3162908 100.00% 18.256%
9.774 1303 1307 1317 rBV 1024743 838693 26.52% 4.841%

11 9.992 1340 1344 1351 rBV2 33242 47522 1.50% ©
12 10.574 1439 1443 1459 rBV 1940928 2014356 63.69% 11.
13 11.269 1558 1561 1571 rBV 1009234 855542 27.05% 4.938%
14 11.804 1647 1652 1665 rBV 390048 480365 15.19% 2
15 12.516 1767 1773 1782 rBV6 28333 61952 1.96% ©

16 12.592 1783 1786 1799 rVV 89026 141715 4.48%
17 12.868 1828 1833 1836 rBV 3090313 2863866 90.55% 16.
18 13.862 1993 2002 2007 rBV8 36972 117795 3.72%
19 13.939 2011 2015 2025 rVB 486642 511239 16.16%
20 14.774 2153 2157 2160 rVB 32948 37425 1.18%
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21 15.415 2261 2266 2275 rBV 370375 527949 16.69% 3.047%

Sum of corrected areas: 17324837
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Oct 2023 18:14
¢ CG\JU
. 04656-18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
BF135782.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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2500000

2000000

1500000
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TIC: BF135782.D\data.ms
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TIC: BF135782.D\data.ms
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Time-->
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13.939 15.415

13.8 14.774

Time-->

T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF101323.M Tue Oct 17 05:17:56 2023 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
Data File : BF135782.D

Acqg On : 16 Oct 2023 18:14

Operator : CG\JU

Sample : 04656-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.804 11.23ng 480365 Phenanthrene-dle 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 98

2 Tridecanoic aci

d

3 Pentadecanoic acid
4 Tetradecanoic acid

5 n-Decanoic acid

214 C13H2602
242 C15H3002
228 C14H2802
172 C1eH2002

000638-53-9 94
001002-84-2 90
000544-63-8 86
000334-48-5 64

Abundance Scan 1652 (11.804 min): BF135782.D\data.ms (-1647) (- m/z 43.10 100.00%
43.1 |73.0
5000
129.1
213.2
I H‘ i SO s 1150 1200
O Frrrrrrrr i “‘”mJM‘m«H_‘wm‘mu_mml_ m/z 60.080  95.34%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000
129.0 1150 1200
213.0 m/z 73.00 0.06%
H H Hﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\l\i}‘\\”\”\h\‘\‘HH\H““H“”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘H\\‘\‘\\\‘H\\“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
7
43.0 50
1150 1200
5000 129.0 m/z 57.05 0.99%
171.0
101.0 214.0
olSD
AN RREE Lo e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #126199: Pentadecanoic acid
43.0 73.0 1150 1200
m/z 41.05 %
5000 129.0
199.0
s e
ST 0 10 8 O o O P W ‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260 1L50 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
Data File : BF135782.D

Acqg On : 16 Oct 2023 18:14
Operator : CG\JU

Sample : 04656-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.592 3.31 ng 141715  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1786 (12.592 min): BF135782.D\data.ms (-1783) (- m/z 43.10 100.00%
43.1
73.0
5000 129.1
185.1 241.2 1 T
yigiw
SN ¥ 11 1 Y VOO N NP SR m/z 57.10 91.05%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 —— ‘
129.0 1250
m/z 55.00 87.96%
1850 5410 284(
oL ‘\“ \“\ I H‘\ “H“M”‘L w‘u‘\‘h} il - ‘\ B “‘ R ““
miz--> 50 100 150 200 250
Abundance
60.0
T \
12.50
5000 129.0 m/Z 60.00 87.94%
97.0 1710 2130 2560
s e S L M H
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid ety
43.0 73.0 12.50
m/z 72.95 81.85%
5000 129.0
‘ 199.0 2420
ol W,u\‘ il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \i . ‘\“ . =
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
Data File : BF135782.D

Acqg On : 16 Oct 2023 18:14
Operator : CG\JU

Sample : 04656-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.863 4.61 ng 117795  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 87
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 87
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 2002 (13.862 min): BF135782.D\data.ms (-1993) (- m/z 55.00 100.00%
55,0
97.0
5000
— ——
‘ ‘ ‘ 339.2 207.0 13.50 14.00
ol Al | “H\ 0 I = S B ey e T VI T
miz-> 50 100 150 200 250 300
Abundance #209741: 1-Docosene
55.0
97.0
5000 — —
13.50 14.00
m/z 43.00  92.42%
OL\4..\()“\‘ ‘\‘ ’JM\ “\ \‘H‘ T ‘H“ \H\3?.? T J\-8\]-.\0‘ T T T T ‘ T T T \3‘()8\-|
miz-> 50 100 150 200 250 300
Abundance
43.0/ 83.0
— ——
13.50 14.00
5000 m/z 97.05 65.24%
125.0
0 160.0 196-0530,0 269.0
e e e e e S
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)- — —
55.0 13.50 14.00
m/z 83.00 58.08%
h | MWKLW
olzsol ||| || 1990 1620 2250 2800 ol
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
Data File : BF135782.D

Acqg On : 16 Oct 2023 18:14
Operator : CG\JU

Sample : 04656-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 ... 11.804 11.2 ng 480365 4 11.269 855542 20.0
Octadecanoic acid 12.592 3.3 ng 141715 4 11.269 855542 20.0
1-Docosene 13.863 4.6 ng 117795 5 13.939 511239 20.0
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