LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc :

ALS vial : 5 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-BM@31325.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@49836.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 5.375 397 406 415 rBV 7550524 10773333 4.77% 0.971%
2 6.969 668 677 689 rBV 6920492 10906333 4.83% 0.983%
3 8.946 1005 1013 1021 rBV 4067790 6720600 2.98% 0.606%
4 10.581 1285 1291 1299 rBV 1515723 2451103 1.09% 0.221%
5 13.051 1705 1711 1726 rVB 11364911 16800710 7.45% 1.514%

6 14.427 1940 1945 1951 rVB 2603178 4034698 1.79% 0.364%
7 14.892 2020 2024 2035 rVB 3987099 7375905 3.27% ©.665%
8 15.457 2072 2120 2123 rBV4 22372850 207291901 91.88% 18.685%
9 15.922 2194 2199 2203 rVB 9632743 14559434 6.45% 1.312%
10 17.104 2396 2400 2407 rVB3 1679459 3038521 1.35% 0.274%

11 17.168 2408 2411 2415 rVB2 2217592 2744605 1.22% ©.247%
12 17.851 2522 2527 2532 rVB 6649850 8841471 3.92% 0.797%
13 18.192 2559 2585 2604 rVB2 32685774 225622503 100.00% 20.337%
14 18.545 2642 2645 2650 rVB 2502187 3323527 1.47%  ©.300%
15 18.627 2655 2659 2663 rVV 8238334 12845851 5.69% 1.158%

16 18.668 2663 2666 2671 rVB 5602610 8669405 3.84% 0.781%
17 18.762 2679 2682 2694 rVB 1529241 3035485 1.35% ©.274%
18 19.162 2745 2750 2754 rBV 12403037 17063687 7.56% 1.538%
19 19.233 2756 2762 2765 rBV 8473857 17314308 7.67% 1.561%
20 19.433 2776 2796 2807 rVB3 31730167 170006427 75.35% 15.324%

21 19.627 2825 2829 2840 rVB 4007140 7564922 3.35% 0.682%
22 19.804 2854 2859 2870 rVB 19492759 26732347 11.85% @ 2.410%
23 20.386 2953 2958 2964 rBV 7802041 11534853 5.11% 1.040%
24 21.068 3068 3074 3083 rVB 12441172 21820450 9.67% 1.967%
25 21.427 3127 3135 3145 rVB2 21044228 43176669 19.14%  3.892%

26 21.792 3189 3197 3207 rVB 15431722 33733892 14.95% 3.041%
27 22.609 3326 3336 3352 rVB 18054258 48205699 21.37% 4.345%
28 23.556 3486 3497 3510 rVB 17858428 51864445 22.99% 4.675%
29 24.415 3637 3643 3657 rVB 1975358 5272928 2.34% 0.475%
30 24.644 3670 3682 3712 rVB 13355671 46901929 20.79%  4.228%

31 25.939 3889 3902 3915 rVB 7291184 28907048 12.81% 2.606%
32 28.491 4324 4336 4355 rVB4 6204739 30273623 13.42% 2.729%

Sum of corrected areas: 1109408612
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM049836.D\data.ms
3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07

1e+07 5375 6,965
5000000 8.946

10.581
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\\/ﬁﬁ’\_\h"_\—,ﬁ
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BM049836.D\data.ms
18.192 19.433

3.5e+07
3e+07
2.5e+07

19.804 21.427

22.60
2e+07
1916 21.792

21.068
18.627
18l668 20.386
27
8.545
762

O

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
Abundance TIC: BM049836.D\data.ms

1.5e+07

le+07

5000000

3.5e+07
3e+07

2.5e+07

26407 23.556

24.644
1.5e+07

1e+07 25.939 28.491

2000000 2441 J\A,\_//\\JN/\ﬁyx_g\H,A‘,\gﬁJ/\,‘grﬁ/\grd/\//\R*,j“\/v\/m\qdﬁ\v,‘lf\JA\/\xlggf\N;‘M

O\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\\\\\‘\\\\‘\\\\\\\\’\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\

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@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Dodecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.892 36.56 ng 7375910  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Nonanoic acid 158 C9H1802 000112-05-0 60
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2024 (14.892 min): BM049836.D\data.ms (-2020) (- | m/z 73.10 100.00%
73.1
5000
129.1
— —
‘ ‘ J\ 14.50 15.00
0 i ALl Ly L 22222642 3281 401 ./, .60  80.24%
miz--> 50 100 150 200 250 300 350 400
Abundance #75716: Dodecanoic acid
60.0
5000 — ——
129.0 14.50 15.00
m/z 43.10 48.40%
| %”0
O'LS- \“‘”\“h“\h\“}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #92068: Tridecanoic acid
73.0
— ——
14.50 15.00
5000 m/z 41.10 45.72%
29.
‘ 171 0214 0
0 “\‘ “L“‘ “\‘ | \m‘ “\‘ ‘ - R e e SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid — —
73.0 14.50 15.00
m/z 55.10 45.41%
5000
129.0
29. 185.0228.0
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 2
R.T. EstConc Area Relative to ISTD R.T.
15.457 1027.55 ng 207292000  Acenaphthene-dile 14.428
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 78
3 n-Decanoic acid 172 C10H2002 000334-48-5 55
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 Undecanoic acid 186 C11H2202 000112-37-8 30
Abundance Scan 2120 (15.457 min): BM049836.D\data.ms (-2072) (- | m/z 73.10 100.00%
241.3
5000 129-1 152 /L
—
TN
ol kAL LTy 13183 3873 447 co b5 73,00k
miz--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —
15.50
’ 185.0 284.0 m/z 43.10  65.73%
0 \"\ T ‘ J‘\ ‘M\‘H ‘\“ T o \" \“\ “ \l2\3\ r‘-’o\ T L LA L
m/z--> 50 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid
73.0
—
15.50
5000 129.0 m/z 57.10 63.52%
242.0
J ‘ 185.F ‘
0 ?‘MH“‘WJMMMuMLjJ‘;Ju‘u“““u““““u‘ ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #46961: n-Decanoic acid T
60.0 15.50
m/z 241.25 57.07%
5000
129.0
SERTY TR — | .
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Oxirane, tetradecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.104 22.14 ng 3038520  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, tetradecyl- 240 C16H320 007320-37-8 93
2 Tridecanal 198 C13H260 010486-19-8 91
3 E-7-Tetradecenol 212 C14H280 037011-95-3 87
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
5 Tetradecanal 212 C14H280 000124-25-4 86
Abundance Scan 2400 (17.104 min): BM049836.D\data.ms (-2396) (- m/z 57.10 100.00%
1.1
5000
1700 1750
oA, 326.9 m/z 43.10 88.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123932: Oxirane, tetradecyl-
41.0
96.0
5000 — ——
17.00 17.50
m/z 55.10  76.97%
38.0
O \“Y“" h H‘h]"“ “‘ “‘ \]‘-\8“2\‘0‘\ \2\4.(\)’0\ LI ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #73887: Tridecanal
57.0
— —
17.00 17.50
5000 m/z 41.10 74.21%
09.0154.0
LD T R
m/z--> 50 100 150 200 250 300 350 400
Abundance #90098: E-7-Tetradecenol — —
41.0 17.00 17.50
m/z 82.10 66.72%
06.0
5000
L \‘\‘ H H ]w38 o 1940
ol O e —r—
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Hexadecanoic acid, methyl e... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.851 64.43 ng 8841470  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 95
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 94
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83

Abundance Scan 2527 (17.851 min): BM049836.D\data.ms (-2522) (- | m/z 74.10 100.00%

74.1
5000
1431 227.2 7 ]
H ‘ \ ‘ 17.50 18.00
Olrrrd ‘“ i bbby by 31838702 478 nyy; 87.10  71.63%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 - e
17.50 18.00
143.0 m/z 43.18  24.86%
‘ ‘ \ 227.0
O‘\\\\“J\}‘\‘”\i“\‘\‘\\‘\\‘\‘\“\\l\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126209: Methyl tetradecanoate
74.0
— —r
17.50 18.00
5000 ITI/Z 55.10 21.37%
143.0 199.0
o‘HM“Ml‘mM_m‘_mHuHu_m‘mwmwu
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #161236.Pemadecanmcacm,144nemyh,meﬂwleﬁer P e
74.0 17.50 18.00
m/z 143.05 18.22%
5000 V\M
Ll 80 e
o e ro P
m/z--> 0 50 100 150 200 250 300 350 400 450 17.50 18.00
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Data Path

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_M\Data\BM040725\
Data File :

Library Search Compound Report

BM@49836.D
: 07 Apr 2025 12:45
: RC/JU
: Q1675-21
: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.192 1644.12 ng 225623000 Phenanthrene-d1e 17.169
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 90
3 6-Isopropyl-3-phenoxytropolone 256 C16H1603 002904-79-2 30
4 Tetradecanoic acid 228 C14H2802 000544-63-8 30
5 Pentadecanoic acid 242 C15H3002 001002-84-2 25

Abundance Scan 2585 (18.192 min): BM049836.D\data.ms (-2559) (- | m/z 73.10 100.00%

73.1 213.2
129.2
5000
T
18.00 18.50

MhhM\”.. m/z 213.20

| ”“\ |284.3335.2 389.3 447.3
miz--> 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid
60.0

o

5000 129.0 IR — 1
18.00 18.50
” 213.0 m/z 60.10 70.65%
O\\\‘\h"1“”"““"\f!\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92069: Tridecanoic acid
73.0
— —
18.00 18.50
5000 129.0 m/z 129.15 65.97%

o

‘ ‘ 2140
Wl
miz--> 50 100 150 200 250 300 350 400 450

Abundance #143380: 6-sopropyl-3-phenoxytropolone P —

2138.0 18.00 18.50
m/z 256.30 59.73%
5000
120.
310 fo |

O e e B B B ot = ——
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Tetracosanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.545 24.22 ng 3323530  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanal 352 C24H480 057866-08-7 94
2 Eicosanal- 296 C20H400 002400-66-0 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
4 14-Octadecenal 266 C18H340 056554-89-3 94
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
Abundance Scan 2645 (18.545 min): BM049836.D\data.ms (-2642) (- | m/z 57.10 100.00%
57.1
5000 /LW
‘ 9.1 T
18.50
166.2 2222
AT ”«M PULT 2808, 3551 4291 4z 82.10  93.07%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #262002: Tetracosana
57.0
5000 —— :
18.50
10.0 m/Z 43.10 88.47%
oL LLLL | 11166.0 2220 278.0 %34
\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194557: Eicosanal-
82.0
T \
18.50
5000 m/z 55.10 79.74%
29.
LT 2080 2780
0 ﬂ‘p‘ﬁ 4 ‘m“u;wuc“h‘h“H““H“‘H““H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158579: Oxirane, hexadecyl- ——
82.0 18.50
m/z 41.10 70.26%
-1 /t%
L [80 1000 2500
oL e —r
m/z--> 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Palmitic Acid, TMS derivative Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.627 93.61 ng 12845900  Phenanthrene-d1e 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitic Acid, TMS derivative 328 C19H4002Si 055520-89-3 91
2 Hentriacontan-16-0l, 0-TMS 525 C34H720Si 1000466-23-5 38
3 Myristic acid, TMS derivative 300 C17H3602Si 018603-17-3 35
4 Palmitic Acid, TBDMS derivative 370 C22H4602Si 058160-87-5 35
5 2-Hexanol, TMS derivative 174 C9H220Si 017888-63-0 30

Abundance Scan 2659 (18.627 min): BM049836.D\data.ms (-2655) (- | m/z 117.10 100.00%
11

7.1 313.3
5000
43.1 —= —
201.1 18.50 19.00
- M LT | A 220k L ALSLATE3 sy 73,10 96.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #234497: Palmitic Acid, TMS derivative
117.0
313.0
5000 — E—
43.0 18.50 19.00
\ m/z 313.30 90.33%
201.0
O \“\ ‘\“ML“J\”\“‘\U‘"!"\ Alr”‘ T f T \%5‘?‘(\)‘\ T \J\ T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #341363: Hentriacontan-16-ol, O-TMS
313.0
18.50 19.00
5000 ITI/Z 75.05 68.81%
73.0
129.0
b LU 185.0241.0 434.0 509.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #199633: Myristic acid, TMS derivative = —
73.0 18.50 19.00
m/z 129.05 43.93%
5000 132.0 285.0 /t\“\J\A
RPN T S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
: BMO49836.D
: 07 Apr 2025 12:45
: RC/JU
: Q1675-21
: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Hexadecanamide Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.668 63.17 ng 8669410  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 86
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Octanamide 143 C8H17NO 000629-01-6 56
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 56
5 Undecanamide, 11-bromo- 263 C11H22BrNO 005875-26-3 53

Abundance Scan 2666 (18.668 min): BM049836.D\data.ms (-2663) (- | m/z 59.10 100.00%
59.1
- x,v\/\
— w“/\T/\
‘ 128.1 15, 5 240.2 18.50 19.00
ob bl L 188270 3261 3894 4483 ;75,19 53.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142060: Hexadecanamide
59.0
5000 = —
18.50 19.00
m/z 43.10 17.60%
1280 2120
O\\‘\\”“L‘\“\d\""\“\‘u‘\iH‘\‘\.‘H“\\H’HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #108042: Tetradecanamide
59.0
—— —
18.50 19.00
5000 ITI/Z 41.10 12.29%
H’ 128.0 184.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23422: Octanamide T —
59.0 18.50 19.00
m/z 55.10 12.05%
- kw
IU 143.0
I — — —
m/z--> 0 50 100 150 200 250 300 350 400 450 18.50 19.00

8270-BM@31325.M Tue Apr 08 04:44:25 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 9 Tetradecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.762  22.12 ng 3035490  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 70
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2682 (18.762 min): BM049836.D\data.ms (-2679) (- | m/z 73.10 100.00%

73.1
5000 129.1

227.2

——
18.50 19.00
‘ an IR RET \ | P43 3689 4303

(- L e e P m/z 60.00  78.02%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #179090: Octadecanoic acid
43.0
5000 T ——
129.0 18.50 19.00
‘ 185.0 284.0 m/z 43.10 52.43%
O‘\\}IH‘ ‘\Iﬂw“h{‘\"iwll \‘[H\‘\\\“ -k \“\\\L\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109281: Tetradecanoic acid
73.0
— —
18.50 19.00
5000 ITI/Z 55.10 51.97%
129.0
228.0
o\'“MlHll
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92068: Tridecanoic acid T ——
73.0 18.50 19.00
m/z 129.05 44 . 44%
5000
129.0
‘ 214.0
o M L L e
m/z--> 0 50 100 150 200 250 300 350 400 450 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 10 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.163 124.34 ng 17063700  Phenanthrene-d1e 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 90
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80

Abundance Scan 2750 (19.162 min): BM049836.D\data.ms (-2745) (- | m/z 74.10 100.00%

74.1
5000
143.1

255.3 —— mSE
”h‘ ‘ 9f2 19.00 19.50
‘H“kA\Me‘HWu‘m‘JuHuuuH\ (35514052 475.  n/z 87.1@  76.55%

m/z--> 0 100 150 200 250 300 350 400 450
Abundance #197271: Methyl stearate
74.0

o

5000 —= =
19.00 19.50
143.0 m/z 43.10  26.27%
1T 1 sl
Ol\\q\)\“\\l\“\”\“\‘\ \“‘\\\‘\“ \l\\\"\\\\“\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197350: Heptadecanoic acid, 15-methyl-, methyl ester
—— ——
19.00 19.50

5000 m/z 143.05 22.58%

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

Abundance #161212: Hexadecanoic acid, methyl ester — ——
74.0 19.00 19.50

5000
143.0
‘h‘ 227.0
I i

M.\‘ L
L U —

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50

8270-BM@31325.M Tue Apr 08 04:44:28 2025 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\

BM@49836.D
: 07 Apr 2025 12:45
: RC/JU
1 Q1675-21
: 5 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 9,12-Octadecadienoic acid (... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.233 126.17 ng 17314300  Phenanthrene-d1e 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 99
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 99
4 Linoelaidic acid 280 C18H3202 000506-21-8 99
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 87

Abundance Scan 2762 (19.233 min): BM049836.D\data.ms (-2756) (- | m/z 67.10 100.00%

67.1
5000

~= —
‘1 F 280.3 19.00 19.50
A b, 285 L 356.1 42904890 ., g1 1

m/z--> 0 0 100 150 200 250 300 350 400 450 500
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0

o

5000 ~= —
19.00 19.50
m/z 95.10 59.42%
i 2800
O\\lll“‘”\“‘\\\“”\\lh\“l\ql\‘\\\ \\\\[\\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
—— —
19.00 19.50
5000 m/z 55.10 57.92%

o

} F 280.0
Cdiiliaeto L
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #173580: (9E,11E)-Octadecadienoic acid P ——
67.0 19.00 19.50
m/z 82.10 51.15%
5000
‘ } 280.0
o"HMM‘I‘H'wul??w""‘H_Mwwww - -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50

8270-BM@31325.M Tue Apr 08 04:44:30 2025 Page: 13



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 07

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
BM049836.D

Apr 2025 12:45

: RC/IU
1 Q1675-21

: 5

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Pentadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.433 78.75 ng 170006000 Chrysene-di12 21.409
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 56
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 30

4 2-Decen-1-0l, (E)-, TMS derivative 228 C13H280Si
5 1-Ethyl-1-isopentyloxy-1-silacyc... 214 C12H260Si

1000352-66-2 25
232270-69-8 15

Abundance Scan 2796 (19.433 min): BM049836.D\data.ms (-2776) (- | m/z 73.10 100.00%
73.1 241.3
5000
171 e
il
0 MWHWw¢qﬂH 1. 30733713 4764 5490 n/z 241.25  93.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
H 1850 284.0 m/z 185.20 75.19%
0‘\\"\“""1"\'[““!1‘1\‘\!\\‘\\\!‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
—r
19.50
5000 m/z 284.30 74.70%
199.0
OLSL,HH"“#’P\,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid —
60.0 19.50
m/z 129.15 74.57%
5000 129.0
H 213.0
o‘u‘w"meJﬂjiuunWLH‘M‘H‘H‘W‘H‘_‘H‘H‘W‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270-BM@31325.M Tue Apr 08 04:44:31 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 13 Hexacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.386 5.34 ng 11534900  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 95
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Hexadecane 226 Cl6H34 000544-76-3 93
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2958 (20.386 min): BM049836.D\data.ms (-2953) (- | m/z 57.10 100.00%
57.1
— ——
‘ | J F 9.2995 2981 1 - 20.00 20.50
or il 100222522811337.3 4153 4784585. ./, 7110  78.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275539: Hexacosane
57.0
5000 — —
20.00 20.50
m/z 85.10 59.32%
‘ } ‘ 1] ﬁ 169.0225.0281.0 080
0\‘\\‘\1\\J‘\I\I\‘\\"\W!‘\l‘\‘\‘\l\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-
57.0
— ——
20.00 20.50
5000 m/z 43.10 57.80%
| “ 30 2100 30904444
0+t ‘Wm,mH‘MHWH‘m‘WH,HHWH,HH‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl- “ —
43.0 20.00 20.50
m/z 55.10 22.43%
5000 ¢
196.0
o s
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.50

8270-BM@31325.M Tue Apr 08 04:44:33 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 14 2-Methyltetracosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.068 10.11 ng 21820500  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 3074 (21.068 min): BM049836.D\data.ms (-3068) (- | m/z 57.10 100.00%
57.1
21.00 |
1 .
197.2 ‘
oHJ‘IW\LHM'mu 281.1337.4 404.2 4894546  n/; 71.10  81.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262016: 2-Methyltetracosane
57.0
5000 —— :
21.00
309.0 m/z 85.10 61.37%
) \’ L A0
O\‘\\‘\\\\‘\\\\‘\1\\1\\‘\\\\\‘\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
LN T
21.00
5000 m/z 43.10 54.82%
154.0
ol Adbibi a0 2eto
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- —— ‘
57.0 21.00
m/z 55.10  21.66%
5000 m“vﬂvwvgvj\«NNJMJ\fy
127.0
oL dom0 ae10 ssso .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270-BM@31325.M Tue Apr 08 04:44:35 2025 Page: 16



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM040725\

Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Tetracosane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.792 15.63 ng 33733900  Chrysene-di12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3197 (21.792 min): BM049836.D\data.ms (-3189) (- | m/z 57.10 100.00%
57.1
— —
\ ' | }ﬁ 9.2225.3281.1 2150 22.00
0 WMMHW*'m‘_""?’?7("'?’9‘}9”_49‘1‘?” m/z 71.10  83.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246485: Tetracosane
57.0
5000 —= —
21.50 22.00
m/z 85.10 63.72%
f"1690225028103380
O\J\‘\\\I\i‘\\\J‘I\‘L\A\‘H\\\1\1\‘1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298428: Eicosane, 9-octyl-
43.0
—= —
21.50 22.00
5000 m/z 43.10 54.00%
281.0
0 H"‘lmk‘luﬁf’r”ﬂ%l‘lﬂ_‘1“‘?:?:?‘9‘3919”_”‘_w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl- —— —
57.0 21.50 22.00
m/z 55.10 21.83%
- ,W/\,\,\NA/\J\f»,v,A,,
ol il 2210 2810
H“H‘w“u‘ e B s e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00

8270-BM@31325.M Tue Apr 08 04:44:36 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45

Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5

Quant Method
Quant Title

Sample Multiplier: 1

TIC Libra

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Heneicosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
22.609  22.33 ng 48205700  Chrysene-di12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetracosane 338 (C24H50 000646-31-1 97
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 95
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
5 Octadecane 254 C18H38 000593-45-3 93

Abundance Scan 3336 (22.609 min): BM049836.D\data.ms (-3326) (- | m/z 57.10 100.00%
57.1

%

5000
22.50 23.00
197.2
0 ..‘}W.\u FLii 2873 3374 4084 48925470 ./, 7110  84.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane
57.0
5000 — ——
22.50 23.00
m/z 85.10 66.13%
L1270 1070 2060
‘\\\\[1!1!‘!\\1‘\1\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #246485: Tetracosane
57.0
=
22.50 23.00
5000 ITI/Z 43.10 53.41%
97.0 338.0
oy T om0 2o =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo- T T
57.0 22.50 23.00
m/z 99.15 23.05%
5000
0 N “\Wm‘l??‘o 267.0 337.0 4490
e A e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 17 Dotriacontane, 1-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.556 196.72 ng 51864400  Perylene-di12 24.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 95
3 Octacosane 394 C28H58 000630-02-4 95
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
5 Tetracosane 338 C24H50 000646-31-1 92

Abundance Scan 3497 (23.556 min): BM049836.D\data.ms (-3486) (- | m/z 57.10 100.00%
57.1

%

5000
H M 97.2 267.3 337.4 2350
o_m,w L1 f207 2073 3374 4224 5236 .., 7119 83.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 — ‘
23.50
m/z 85.10 65.75%
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0
7
23.50
5000 ITI/Z 43.10 51.87%
‘H‘W‘H‘_‘H‘“W‘H‘“H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298426: Octacosane 7
57.0 23.50
m/z 99.15 22.90%
5000

\‘ | | J.lfl L 1197 0 281.0 394.0

L1

o_H‘,"H_H‘_H‘_HWHWH“w‘w‘wwm
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 23.50

i

8270-BM@31325.M Tue Apr 08 04:44:39 2025 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 18 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.645 177.90 ng 46901900 Perylene-di12 24.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Octadecane 254 C18H38 000593-45-3 95
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 95
4 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
5 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93

Abundance Scan 3682 (24.644 min): BM049836.D\data.ms (-3670) (- | m/z 57.10 100.00%

57.1
5000

T
24.50 25.00

}‘1 Pl 1072 267.3 337.4 407.4 484.4542.
o"H_kumw_m el L S S fLCA s m/z 71.18  82.29%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246480: Tetracosane
57.0
5000 —= ——
24.50 25.00

m/z 85.10 62.61%
\\\\‘

T\\‘\\\T‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0

T
24.50 25.00

o

5000 m/z 43.10 52.03%
127.0
oL LS derezsse
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo- T —
57.0 24.50 25.00

m/z 99.10  22.09%

1y \‘u ” ﬁ | | \1\9\7\0 267.0 337.0 449.0 T T T T

ou"_"‘_‘H_"w‘w"‘W‘H_Mwwww ‘ ‘
miz--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 19 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.939 109.64 ng 28907000  Perylene-di12 24.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3902 (25.939 min): BM049836.D\data.ms (-3889) (- | m/z 57.10 100.00%
57.1
5000 JL
—
‘ ”1 72 1075 aarg 26.00
bt ibd ‘ Ay erns 2811 35144084 4863548 ./, 71.10  80.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 1
26.00
m/z 85.10 60.74%
1 239.0
O \\J‘\}\\\“\F\J\\J‘l\l\W\‘f\\T‘\\z\g\6‘10\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
—
26.00
5000 m/z 43.10 53.51%
1
oLl 70 a0m0 2070 ssso
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- e
57.0 26.00
m/z 55.10 21.79%
5000
127.0
ol LIPS 200 0903669 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 20 .gamma.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
28.491 114.83 ng 30273600  Perylene-di12 24.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 86
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 15
4 5.alpha.-Stigmast-9(11)-en-3.bet... 414 C29H500 077794-81-1 10

5 Butylphosphonic acid, 2-chloroph... 290 C13H20C1l03P 1000315-13-2 10

Abundance Scan 4336 (28.491 min): BM049836.D\data.ms (-4324) (- | m/z 43.10 100.00%
43.1
145.1 2132
5000
e
\MH
0 LA 48435414 | 1/7 213.20  72.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 U
414.0 28.50
” 2130 303.0 m/z 145.05 68.41%
0 ‘J‘T\ ‘ : \“ {“““”H“mM\Mu ‘\l“l‘u‘ s ‘ : ‘ P H}‘ ‘ ‘ RAREARaRET
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
e
28.50
5000 ITI/Z 107.10 65.70%
107.0 414.0
‘ H ‘ 213 0 03 0
0l “\‘HI‘“‘H‘\‘ 1‘1\“&\\‘“ “”\\H‘ WI Hu h\ “m“ " P ‘ﬂ\‘ ' ‘ " ‘J‘ 7 ‘\ ‘H‘ - RammanEs
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh e
43.0 28.50
m/z 105.10 61.86%
5000 7.0 414.0 M/\\/k
0 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49836.D

Acqg On : 07 Apr 2025 12:45
Operator : RC/JU

Sample : Q1675-21

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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|
Dodecanoic acid 14.892 36.6 ng 7375910 3 14.428 4034700 20.0
Octadecanoic acid 15.457 1027.6 ng 207292000 3 14.428 4034700 20.0
Oxirane, tetrad... 17.104 22.1 ng 3038520 4 17.169 2744610 20.0
Hexadecanoic ac... 17.851 64.4 ng 8841470 4 17.169 2744610 20.0
n-Hexadecanoic ... 18.192 1644.1 ng 225623000 4 17.169 2744610 20.0
Tetracosanal 18.545 24.2 ng 3323530 4 17.169 2744610 20.0
Palmitic Acid, ... 18.627 93.6 ng 12845900 4 17.169 2744610 20.0
Hexadecanamide 18.668 63.2 ng 8669410 4 17.169 2744610 20.0
Tetradecanoic acid 18.762 22.1 ng 3035490 4 17.169 2744610 20.0
Methyl stearate 19.163 124.3 ng 17063700 4 17.169 2744610 20.0
9,12-Octadecadi... 19.233 126.2 ng 17314300 4 17.169 2744610 20.0
Pentadecanoic acid 19.433 78.8 ng 170006000 5 21.409 43176700 20.0
Hexacosane 20.386 5.3 ng 11534900 5 21.409 43176700 20.0
2-Methyltetraco... 21.068 10.1 ng 21820500 5 21.409 43176700 20.0
Tetracosane 21.792 15.6 ng 33733900 5 21.409 43176700 20.0
Heneicosane 22.609 22.3 ng 48205700 5 21.409 43176700 20.0
Dotriacontane, ... 23.556 196.7 ng 51864400 6 24.415 5272930 20.0
Octadecane 24.645 177.9 ng 46901900 6 24.415 5272930 20.0
Heptadecane, 9-... 25.939 109.6 ng 28907000 6 24.415 5272930 20.0
.gamma.-Sitosterol 28.491 114.8 ng 30273600 6 24.415 5272930 20.0
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