LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41318.D

Acqg On : 07 Aug 2023 18:43

Operator : MA/JU

Sample : 03895-01

Misc . MCLEAN-TP11

ALS Vvial : 17 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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41318.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.363 363 370 386 rBV 2693068 3852077 34.70% 8.131%
2 6.975 635 644 662 rBV 2696647 4215771 37.97% 8.898%
3 7.787 773 782 790 rBV 536039 842094 7.58% 1.777%
4 8.969 974 983 999 rBV 1602302 2651913 23.89% 5.597%
5 10.592 1252 1259 1274 rBV 701783 1216713 10.96% 2.568%

6 13.075 1674 1681 1696 rBV 4306583 6287169 56.63% 13.270%
7 14.457 1909 1916 1932 rBV 1145626 1731408 15.59% 3.654%
8 15.069 2009 2020 2036 rBV3 27139 152163 1.37% ©0.321%
9 15.957 2164 2171 2192 rBV 4203941 5888932 53.04% 12.430%
10 17.215 2379 2385 2391 rBV 1619476 2235467 20.13% 4.718%

11 18.115 2533 2538 2554 rBV 684844 1021964 9.20% 2
12 19.286 2733 2737 2744 rVB 88182 130480 1.18% o
13 19.398 2752 2756 2769 rBV 328522 486885 4.39% 1.028%
14 19.856 2828 2834 2844 rBV 9220186 11102472 100.00% 23.
15 21.121 3045 3049 3058 rBV 372845 517396 4.66% 1

16 21.421 3095 3100 3105 rBV 2090137 2585133 23.28% 5.456%
17 23.792 3496 3503 3517 rVB 1242494 2459649 22.15% 5.192%

Sum of corrected areas: 47377686
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Aug 2023 18:43
: MA/JU
. 03895-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
BM041318.D

MCLEAN-TP11

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

8000000

6000000

4000000

2000000

0

TIC: BM041318.D\data.ms

5.363 6.975

8.969

Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

TIC: BM041318.D\data.ms
19.856

13.075 15.957

17.215

14.457
18.115

15.069 L 199668

0
Time--> 1

2.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

8000000

6000000

4000000

2000000

TIC: BM041318.D\data.ms

21.421
23.792

21.121

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41318.D

Acqg On : 07 Aug 2023 18:43

Operator : MA/JU

Sample : 03895-01

Misc MCLEAN-TP11

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.115 9.14 ng 1021960  Phenanthrene-d10 17.215
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2538 (18.115 min): BM041318.D\data.ms (-2533) (- | m/z 73.00 100.00%
73.0
5000
129.0
213.1 — —
m ‘ 1711 ‘ 256.1 18.00 18.50
ol i L L L L T 356 s ce.ee  8e.37%
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
2
430 256.0
5000 —t ——
129.0 18.00 18.50
3.0 213.0 m/z 43.00  75.79%
171.0 ‘
0 \\\“ “ “M\‘H} \““\ \‘\‘\”“ \‘\‘\\“\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
73.0
== =
18.00 18.50
5000 129.0 m/z 55.00 63.78%
299 171.0
214.0
oLl g Ll L
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid . —
73.0 18.00 18.50
m/z 41.00 61.60%
5000
129.0
29. 185.0 228.0
0, {ML‘H} “ i \‘\u“ “\‘ \‘ ; “\‘ LN o - ‘ : ; ‘ -
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41318.D

Acqg On : 07 Aug 2023 18:43

Operator : MA/JU

Sample : 03895-01

Misc . MCLEAN-TP11

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.398 3.77 ng 486885  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2756 (19 398 min): BM041318.D\data.ms (-2752) (- | m/z 73.00 100.00%

5000 128.9

s

185.1 2411

284.1 19.00 19.50

wﬂh”‘ Y TIO SY ‘ sh BT L, 4300 84.43%

100 150 200 250 300 350
#179089 Octadecanoic acid

5000 129.0

0+

m/z-->
Abundance

.

19.00 19.50
m/z 60.00 80.09%
29. ‘ 185.0 541 284.0
oL ‘ ““‘“‘““H\“\\‘\‘\‘\\\\“\\\‘\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance
73.0
== =
19.00 19.50
5000 129.0 ITI/Z 57 .00 67 .38%
29.0
199.0 2420
O B e B A A A o B
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid T ——
73.0 19.00 19.50
m/z 55.00 66.03%
129.0 256.0
5000
213.0
29. ‘ ‘ T
SN 100 N = b
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41318.D

Acqg On : 07 Aug 2023 18:43

Operator : MA/JU

Sample : 03895-01

Misc MCLEAN-TP11

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.121 4.00 ng 517396 Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 3049 (21.121 min): BM041318.D\data.ms (-3045) (- | m/z 57.00 100.00%
57.0

L — — T
168.0 282.1 21.00 21.50
Ofrr AL L2 22729520 371143014891 /7 s5.e0 92.41%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1

g
o
=

11.0
5000 T T T T T
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O T \“\‘ ‘\“‘\‘\ T \H‘ ‘\“ \“‘\ }]-‘197.\0\ ‘2\2\2\-\0‘ TT \3\0‘\8.\()\\ ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 0 50 100 150 200 250 300 350 400 450
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55.0
o e
21.00 21.50
5000 111.0 ITI/Z 69.00 88.46%
o 1670 2640 00
R e e R B R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcohol —— —
83.0 21.00 21.50
m/z 43.00 88.43%
5000
sl
ol Lt} 60 2800 S
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41318.D

Acqg On : 07 Aug 2023 18:43

Operator : MA/JU

Sample : 03895-01

Misc . MCLEAN-TP11

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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 ... 18.115 9.1 ng 1021960 4 17.215 2235470 20.0
Octadecanoic acid 19.398 3.8 ng 486885 5 21.421 2585130 20.0
n-Tetracosanol-1 21.121 4.0 ng 517396 5 21.421 2585130 20.0
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