LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50161.D

Acqg On : 09 May 2025 16:07
Operator : RC/JU

Sample : Q1986-09

Misc :

ALS vial : 6 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-BM042825.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@50161.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.863 314 319 328 rBV 319572 467518 4.68% 0.738%
2 5.334 393 399 430 rBV 3245353 5290445 52.97% 8.354%
3 6.934 664 671 702 rBV 2738987 5575223 55.82% 8.803%
4 7.740 801 808 819 rBV 1158964 1900552 19.03% 3.001%
5 8.904 997 1006 1028 rBV 1655807 3385836 33.90% 5.346%

6 10.533 1276 1283 1304 rBV 1194520 2502816 25.06% 3.952%
7 13.004 1695 1703 1731 rBV 4874493 7820892 78.30% 12.349%
8 14.392 1930 1939 1956 rBV 2120360 3513718 35.18% 5.548%
9 15.751 2164 2170 2186 rBV 1541975 2321401 23.24%  3.666%
10 15.892 2187 2194 2219 rVV 4023499 6988544 69.97% 11.035%

11 16.315 2261 2266 2275 rVB 209519 321359 3.22%
12 17.145 2400 2407 2422 rBV 2275229 3700698 37.05%
13 18.039 2554 2559 2585 rBV 1069344 2022383 20.25%
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14 18.898 2698 2705 2712 rBV3 173301 379132  3.80% 599%
15 19.321 2772 2777 2790 rBv2 235913 560608 5.61% 885%

16 19.762 2847 2852 2863 rBV 7877953 9988261 100.00% 15.
17 20.051 2898 2901 2910 rBV5 100574 202364  2.03%
18 21.056 3068 3072 3080 rVB 354367 558944  5.60%
19 21.386 3123 3128 3144 rVB2 1820383 2971146 29.75%
20 24.386 3630 3638 3657 rVB 1021514 2858038 28.61%
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Sum of corrected areas: 63329878
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50161.D

Acqg On : 09 May 2025 16:07
Operator : RC/JU

Sample : Q1986-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance .
8000000 TIC: BM050161.D\data.ms

7000000
6000000
5000000

4000000
5.334
3000000 6.934

2000000 8.904

7.740 10.533
1000000
4.863

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance : . .
8000000 TIC: BM050161.D\data.ms

19.762
7000000

6000000

50000003-004

4000000 15892

3000000
14.392 17.145 21.386

15.751
18.039

1000000 21.056
16.315 18.89¢19.321  ||20.051

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abugéioaonézgo TIC: BM050161.D\data.ms

2000000
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7000000

6000000

5000000

4000000

3000000

2000000

24.386
1000000
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50161.D

Acqg On : 09 May 2025 16:07
Operator : RC/JU

Sample : Q1986-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.863 4.92 ng 467518 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 319 (4.863 min): BM050161.D\data.ms (-314) (-) m/z 43.00 100.00%

43.0
5000
101.1 G e T
| ‘ ( 4.60 4.80 5.00 5.20
el 1511 19092211 2805 /7 59,10 60.42%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
4.60 4.80 5.00 5.20
101.0 m/z 101.10 22.81%
T T \‘ ‘\h ‘ T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4529: 2,3-Butanedione, monooxime
43.0
e R
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.75%
101.0
L
m/z--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R EAARREREREE
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.89%

m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50161.D

Acqg On : 09 May 2025 16:07
Operator : RC/JU

Sample : Q1986-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.751 13.21 ng 2321400  Acenaphthene-d10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
3 N-cyanobenzamide 146 C8H6EN20 015150-25-1 47
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 2170 (15.751 min): BM050161.D\data.ms (-2164) (- | m/z 104.95 100.00%
105.0
182.1
5000
51.0
1550 1600
152.0
220.9 281.( o
Obrrrrrrrrbeprd e b e 220928100 sy 77,00 68.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000
1550 1600
51.0 m/z 182.05  63.29%
| | 1520
\H‘\‘H\‘\H\’\HH\“\\H‘H\\‘H\\‘\\}\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
1550 1600
5000 m/z 51.00 23.77%
51.0
5.0 ‘ A 13401650
e e e e e
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #25636: N-cyanobenzamide
105.0 1550 1600
m/z 181.10  10.52%
5000
51.0
[ 146.0
e e e e e e e e e e
mlz--> 20 40 60 80 100120140160180200220240260280 1550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50161.D

Acqg On : 09 May 2025 16:07
Operator : RC/JU

Sample : Q1986-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.039 10.93 ng 2022380  Phenanthrene-d10 17.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Nonanoic acid 158 C9H1802 000112-05-0 45

Abundance Scan 2559 (18 039 min): BM050161.D\data.ms (-2554) (- | m/z 73.00 100.00%

5000
129.1
2132 N
0 Ly LJ‘M Ll 2951 356 /0 6e.00 81.67%

m/z--> 100 150 200 250 300 350
Abundance #143510 n-Hexadecanoic acid

o

%;::—::*:4:'-

100 150 200 250 300 350
#126199 Pentadecanoic acid

m/z-->
Abundance

—

5000 129.0 ‘ :
18.00
171.0 213.0 256.0 m/z 43.05  76.99%
— ‘M‘ m\h”w \u‘\ ul \ “ “ “‘ | “ e ’L‘ e

18.00
5000 129.0 m/z 57.10 66.25%
29.0
‘ 199.0 2420
HLH u\h\‘\mm‘ ‘ ‘ ‘ “H“\"H“HH“
m/z--> OO 150 200 250 300 350
Abundance #92068: Tridecanoic acid = ‘
73.0 18.00
m/z 55.05 62.87%
5000
29.
. “‘ H“u\ Il ‘hh h\ ‘ - m‘ “ ‘\‘ ‘\‘ L e e e N - ‘ .
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50161.D

Acqg On : 09 May 2025 16:07
Operator : RC/JU

Sample : Q1986-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Cyclotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.898 2.05 ng 379132  Phenanthrene-d10 17.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 96
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91

Abundance Scan 2705 (18.898 min): BM050161.D\data.ms (-2698) (- | m/z 55.00 100.00%

58.0
97.0
5000 '

—
-y 18.50 19.00
[ _341.0 m/z 83.05 96.89%

m/z--> 50 100 150 200 250 300 350
Abundance #71730: Cyclotetradecane
55.0

5000 U
18.50 19.00
m/z 69.05  89.24%

1
w11 o
\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #248981: 1-Heneicosyl formate
57.0

97.0 — —
18.50 19.00
5000 m/z 57.10 88.10%
\‘h ‘\\ L% 118202220 2940 5400
e ‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol “ —
83.0 18.50 19.00

434 m/z 43.10 86.63%

5000
25.0
h ‘\ J “ ”\ “\ \‘\ \\67 0 210 0 280.0

—
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50161.D

Acqg On : 09 May 2025 16:07
Operator : RC/JU

Sample : Q1986-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 5 Octadecanoic acid

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.321 3.77 ng 560608 Chrysene-d12 21.386
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 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2777 (19.321 min): BM050161.D\data.ms (-2772) (- | m/z 73.00 100.00%
73.0
5000 129.0 WAWAJWAMJ\L*“MMMJV
185.1 241.2
— ——
‘ ‘ ‘ 284.1 19.00 19.50
MLW w“””Jj“‘u‘hlu‘\\w\‘\\\??ﬁq m/z 43.10 82.19%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
500008 284.0 — ——
185.0 241.0 19.00 19.50
m/z 60.00 80.47%
‘\‘[‘ \;‘H‘u‘\ M\ i “‘\‘ ‘L ) | ‘\“‘ I ‘\‘ : “‘ .
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
= —
19.00 19.50
5000 129.0 ITI/Z 57.10 72.22%
29.0
199.0 2420
‘\‘u‘\ w‘“l Jd‘\‘m ‘ “ “ “‘ NN N
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e P ——
43.0 19.00 19.50
m/z 55.05 68.76%
S 284.0
3.0 129.0
TV
— \‘\H‘ “H‘\‘uh‘\ ‘u‘\ it \‘\‘ “ “‘ \‘ “‘\‘ “ — ‘3‘7‘2‘-' — —
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@50925\
Data File : BM@50161.D

Acqg On : 09 May 2025 16:07
Operator : RC/JU

Sample : Q1986-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Nonacos-1-ene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.056 3.76 ng 558944  Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacos-1-ene 406 C29H58 018835-35-3 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Tetracosene 336 (C24H48 010192-32-2 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91

Abundance Scan 3072 (21.056 min): BM050161.D\data.ms (-3068) (- | m/z 57.10 100.00%
57.1

5000 1111

%

0 21.00
267.0
- Lt o050 8281 41484752 ./, 83.10  82.17%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #306022: Nonacos-1-ene NKN/MMMWMJ\MNWMMAMWA
57.0
5000 111.0 L \
21.00
m/z 55.10 81.48%
AL 70
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcoho!
83.0
L
21.00
5000 m/z 43.10 79.54%
“l“ 1\“\1\9\6‘\0\\\‘2\\8\0\0‘\\H‘HH‘HH‘HH /\»\/WJL\M
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1 —
57.0 21.00
m/z 69.10 74.69%
111.0
5000
‘\Hw‘ ‘ ‘\ ‘\\1\1702220 308.0
i e e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50161.D

Acqg On : 09 May 2025 16:07
Operator : RC/JU

Sample : Q1986-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42825.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|
2-Pentanone, 4-... 4.863 4.9 ng 467518 1 7.740 1900550 20.0
Benzophenone 15.751 13.2 ng 2321400 3 14.392 3513720 20.0
n-Hexadecanoic ... 18.039 10.9 ng 2022380 4 17.145 3700700 20.0
Cyclotetradecane 18.898 2.0 ng 379132 4 17.145 3700700 20.0
Octadecanoic acid 19.321 3.8 ng 560608 5 21.386 2971150 20.0
Nonacos-1-ene 21.056 3.8 ng 558944 5 21.386 2971150 20.0
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