LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

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

Signal : TIC: BM@41237.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.369 364 371 388 rBV 1445930 2119622 24.60% 2.726%
2 6.981 637 645 659 rBV 1440554 2281568 26.48% 2.934%
3 7.792 777 783 791 rBV 642236 1002834 11.64% 1.290%
4 8.969 975 983 996 rBV 887030 1463874 16.99%  1.883%
5 10.604 1246 1261 1267 rBV 931578 1553832 18.04%  1.998%

6 13.080 1675 1682 1690 rBV 2550351 3602887 41.82%
7 14.345 1892 1897 1963 rBV2 78682 104894  1.22%
8 14.463 1910 1917 1923 rBV 1550162 2183706 25.35%
9 14.527 1923 1928 1935 rVB 97289 147958 1.72%
10 14.892 1981 1990 1995 rBV2 260225 498446 5.79%
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11 15.304 2055 2060 2064 rVB2 107685 135957 1.58%
12 15.515 2091 2096 2100 rBV 121027 172771 2.01%
13 15.962 2166 2172 2179 rBV 2340864 3104574 36.04%
14 16.168 2203 2207 2219 rVB 135293 271963 3.16%
15 16.968 2337 2343 2347 rBV3 187165 280387 3.25%
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16 17.039 2353 2355 2363 rVB 111268 148298 1.72%
17 17.221 2380 2386 2390 rBV 2084487 2863394 33.24%
18 17.262 2390 2393 2400 rVV 1647412 2277135 26.43%
19 17.356 2404 2409 2413 rVB 353318 490311 5.69%
20 17.639 2449 2457 2464 rBV 309431 541064 6.28%
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21 17.709 2465 2469 2472 rVV 140075 157114  1.82%
22 17.809 2482 2486 2494 rVB3 53665 97062 1.13%
23 17.892 2495 2500 2505 rBV 1324469 1569659 18.22%
24 18.127 2531 2540 2553 rBV2 2582448 4538137 52.68%
25 18.233 2555 2558 2563 rVV 129531 199145 2.31%
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26 18.298 2564 2569 2573 rVV2 325292 568341 6
27 18.333 2573 2575 2582 rVB2 158547 211681 2
28 18.403 2583 2587 2592 rBvV2 195237 284572 3.30%
29 18.603 2618 2621 2625 rVB 140246 174782 2
30 18.656 2626 2630 2639 rVB3 151284 239880 2
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31 18.992 2683 2687 2688 rBVv3 79097 108549 1.26%
32 19.039 2689 2695 2698 rVV 7261448 8614957 100.00% 11.
33 19.074 2698 2701 2712 rVB2 3470643 4867881 56.50%
34 19.168 2713 2717 2719 rBV2 86248 141571 1.64%
35 19.203 2719 2723 2729 rVB 759558 873636 10.14%
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36 19.262 2729 2733 2734 rBV 333278 396755 4.61%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.292 2734 2738 2745 rVB 3398897 4322441 50.17% 5.559%
38 19.403 2753 2757 2767 rBV 1130355 1558393 18.09% 2.004%
39 19.627 2790 2795 2796 rBV2 689991 898069 10.42% 1.155%
40 19.656 2796 2800 2808 rVB 2345798 3204353 37.20% 4.121%
41 19.727 2809 2812 2818 rVB2 166454 230845 2.68% 0.297%
42 19.862 2829 2835 2839 rVB 4620510 5513544 64.00% 7.091%
43 19.974 2850 2854 2856 rBV2 198786 292716 3.40% 0.376%
44 20.156 2881 2885 2890 rVB2 785960 1036308 12.03% 1.333%
45 20.250 2898 2901 2905 rBV 433341 535117 6.21% ©.688%
46 20.350 2915 2918 2922 rVB 192928 235977 2.74% 0.303%
47 20.450 2933 2935 2938 rBV 131161 136696 1.59% 0.176%
48 20.656 2967 2970 2975 rBV 315728 385260 4.47%  0.495%
49 20.909 3010 3013 3018 rVB 198718 257484 2.99% 0.331%
50 21.068 3037 3040 3044 rBV 360934 460316 5.34% 0.592%
51 21.127 3044 3050 3055 rBV3 588031 1159132 13.45% 1.491%
52 21.427 3094 3101 3105 rBV3 2629764 5024398 58.32% 6.462%
53 21.462 3105 3107 3114 rVB 1386991 1640477 19.04% 2.110%
54 23.591 3466 3469 3476 rVB 488600 765017 8.88% 0.984%
55 23.803 3500 3505 3510 rVB 1072960 1809482 21.00% 2.327%

Sum of corrected areas: 77755222
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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 TIC: BM041237.D\data.ms
7000000

6000000
5000000
4000000
3000000

2000000
5.369 6.981

1000000 8.969 10.604

: T | 1

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 TIC: BM041237.D\data.ms

19.039
7000000

6000000

19.862
5000000

4000000 19ja®4292

19.656
19403 | 55 156
10.20310.627) “ g 25000
4.892 1 .@%Jj%ﬁ
1434527489215, 364515 [16.168 .

O B B e e o B e T T B e e B e e L A e e L L AL AL B S e e B e I

Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM041237.D\data.ms

3000000
13.080 15.962

2000000 14.463

1000000

7000000
6000000
5000000
4000000 21.427
3000000
23.803

2000000 23.5

1000000

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 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@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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 Dodecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.892 4.57 ng 498446  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 95
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Nonanoic acid 158 C9H1802 000112-05-0 49
4 d-Glucohexodialdose 178 C6H1006 1000149-19-1 47
5 Hexanoic acid 116 C6H1202 000142-62-1 46
Abundance Scan 1990 (14.892 min): BM041237.D\data.ms (-1981) (- | m/z 73.00 100.00%
73.0
41.0
5000
129.0
= —
71.0 14.50 15.00
0&2001”280( m/z 60.00 82.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75719: Dodecanoic acid
73.0
129.0
43.0 200.0
5000 — =
14.50 15.00
‘ ‘ ‘ 71.0 m/z 41.00 54.11%
OH\‘\‘H\“‘\‘HH\H‘\WH“‘Hl\l”“H‘H‘\\‘H‘}‘HH’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46963: n-Decanoic acid
60.0
— ——
14.50 15.00
29.0 o
5000 m/z 43.00 53.27%
1290
Lo, |
0ol LAl H‘M“1‘mm‘Hw‘H‘,"1"HH_ww,w,wH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35296: Nonanoic acid — —
60.0 14.50 15.00
m/z 55.00 49.96%
5000
29.0 115.0
| e
R TP YT st e —— — e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21

Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrati

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

: C:\Database\NIST20.L
on 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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.892 10.96 ng 1569660  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 2500 (17.892 min): BM041237.D\data.ms (-2495) (-
74.0

5000
L ‘ 143.0 227.2
olsol iy | 1881 77 2701 amo
miz--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000
143.0
‘ \‘ 1 | 185.0 227:0 2700
0 \H“\W‘ \“M\h“ \“\‘\ T “\ \‘\‘\“ T \‘\ g T Fr T T T T
m/z--> 50 100 150 200 250 300 350

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

74.0

m/z 74.00 100.00%

T
17.50 18.00

m/z 87.00 68.71%

o

— —
17.50 18.00

m/z 43.00 30.05%

=

= =
17.50 18.00

m/z 55.00 24.11%

5000
29.
L, Moo zmn
mlz--> 50 100 150 200 250 300 350
Abundance #126208: Methyl tetradecanoate = T
74.0 17.50 18.00
m/z 41.00 22.69%
5000
29.
‘ h ‘ 143.0 1990 242.0
ol L e R
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.127 31.70 ng 4538140  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Isopropyl palmitate 298 C19H3802 000142-91-6 50

Abundance Scan 2540 (18.127 min): BM041237.D\data.ms (-2531) ({ | m/z 73.00 100.00%
3.0

~
A

?;:::_:ﬁzz_

5000
129.0
2131 — —
‘ 171.1 ‘ 256.1 18.00 18.50
0.8 Al Ll 3809 ee e 79.76%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 A U
18.00 18.50
‘ 171.0 213.0 256.0 m/z 43.00 75.09%
0! \‘\\h“\ ;‘H‘\‘n} ‘\““ “ “‘ \‘ “\‘\‘ ; “\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
= —
18.00 18.50
5000 m/z 55.00 60.62%
129.0
29. 185.0 228.0
0 ;M‘\‘u} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ I T
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid =T —
73.0 18.00 18.50
m/z 57.05 60.25%
5000 129.0
29. 171.0
‘ 214.0
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@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.298 3.97 ng 568341  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 93
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 50
4 Methyl diselenide 190 C2H6Se2 007101-31-7 43
5 4,6-Dichloro-2-ethylpyrimidin-5-... 191 C6H7C12N3 006237-96-3 43

Abundance Scan 2569 (18.298 min): BM041237.D\data.ms (-2564) (- | m/z 189.00 100.00%
189.0
94.6
49.9 138.9 m 243.2 1800 1850
ob 99l 1389 N 24322820 3411 ., 19p.08 99.69%
miz--> 50 100 150 200 250 300 350
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000
94.0 1800 1850
4 m/z 192.00  46.74%
0L390 \h 1370, |
\\\‘\\\\\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
1800 1850
5000 m/z 191.00 4%
94.0
0 N
m/z--> lOO 150 200 250 300 350
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0 1800 1850
m/z 94.60 %
5000
290 4701330
) L/ e B B —
m/z--> 50 100 150 200 250 300 350 1&00 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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 5 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.039 60.17 ng 8614960 Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
4 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 95
5 12,15-Octadecadienoic acid, meth... 294 C19H3402 057156-97-5 95

Abundance Scan 2695 (19.039 min): BM041237.D\data.ms (-2689) (- | m/z 67.00 100.00%
67.0

5000

—

Hz&l 011 263.1 19.00
0 Ly A9 003240 4450 633. 4/, 8165 83.93%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
5000 — ‘
294.0 19.00
e m/z 55.00  60.21%
om0
220.0
O' \‘HJ\ “fmf‘\\h\l\\“\\\\‘\A\\\H\\\\’\\\\’\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester

-

Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) ;
67.0 19.00

m/z 41.00 48.36%

67.0
[ [
19.00
5000 m/z 95.05 54.93%
‘ sto 294.0
ob L2200
miz--> 0 50 100 150 200 250 300 350 400 450 500
[ [

5000

02620

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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 6 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.074 34.00 ng 4867880  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
Abundance Scan 2701 (19.074 min): BM041237.D\data.ms (-2698) ({ m/z 55.00 100.00%
55.0
- J\M
11 264.1 T ‘
180.1 ’ 19.00
O b A b 34094010 582!y 69 .05 70.41%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 =, :
19.00
m/z 74.00 68.88%
' ‘ 0 |, 1800 2640
O\\‘\“\H\\ ﬂ\"'\"‘\“’“\'\\\\\J\\‘\\\\l‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
LN T
19.00
5000 m/z 41.00 66.32%
r 264.0
m/z--> 50 lOO 150 200 250 300 350 400 450 500
Abundance #194417: 15-Octadecenoic acid, methyl ester —— ‘
55.0 19.00
m/z 83.05 55.28%
5000
F 264.0
O‘N ’“ mm“ﬂ'\l"*, =T
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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 7 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.203 6.10 ng 873636  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87

Abundance Scan 2723 (19.203 min): BM041237.D\data.ms (-2719) (- m/z 74.00 100.00%

74.0
5000
A

143.0 7 U
‘ 199.1255.2 19.00 19.50

357.0 4290  532. )
“H“WJM«‘H“H‘yu‘uﬂu“u‘w“u,u“_‘u“u“ m/z 87.00  72.04%

m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #197275: Methyl stearate
74.0

o

5000 — o
19.00 19.50
143.0 m/z 43.00 32.40%
| ‘ 109.0255.0
O\H“MJMM*J‘M‘”W‘H‘”H“M‘H\‘H‘w“w‘H‘\H‘w
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
19i00 19i50
5000 m/z 55.00 25.77%

o

143.0 298.0
‘ 199.0 ‘ ‘
\Hw M”\““‘HW”‘MH‘vH‘w‘Hw””ww”w”w
miz--> 0 100 150 200 250 300 350 400 450 500
Abundance #19735 i i

0: Heptadecanoic acid, 15-methyl-, methyl ester =7 e
74.0 19.00 19.50

m/z 41.00 21.57%

5000 298.0
143.0
} ‘ 199.0
0 l |H“ Dotlud 1 \ L dh H - A : ;

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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 8 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.403 6.20 ng 1558390  Chrysene-d12 21.427
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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 2757 (19.403 min): BM041237.D\data.ms (-2753) (- | m/z 73.00 100.00%
3.0
5000 129.0 Mjk,\/
185.1 241.2 —
bl ]
oL A4y ) 288 3420 4150 ., 43,05  85.12%
miz--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 1950
29, 185.0 284.0 m/z 60.00 80.21%
O ‘\‘ H‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #126202: Pentadecanoic acid
43.0
— =
19.50
5000 m/z 57.05 68.93%
129.0 2420
185.
m/z--> 50 100 150 200 250 300 350 400
Abundance #143507: n-Hexadecanoic acid T
43.0 19.50
m/z 55.00 64.94%
5000
129.0 256.0
nm ‘ 185.0
O s R I L B B —
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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 9 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.156 4.13 ng 1036310  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64

Abundance Scan 2885 (20.156 min): BM041237.D\data.ms (-2881) (- | m/z 216.05 100.00%

216.1
5000
57.0

L 2
’ ‘1 71 ‘ ‘ 20.00 20.50
Ob L hA2TL o | 2810 345240204611 534. /5 15,16 75.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 L SRR
20.00 20.50

m/z 57.05 29.02%

95.0
’\2\7\‘\0‘\\\\‘I”f\\\[\\\l‘f%‘l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94572: 11H-Benzol[b]fluorene
216.0

T
20.00 20.50

o

5000 m/z 71.10 22.30%
107.0
0L 500" ] .,l‘
R R N L RN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94575: 11H-Benzol[a]fluorene T T
216.0 20.00 20.50

m/z 213.00  20.51%

5000
00 |

L S — o -~ =
miz—> O 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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 10 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.250 2.13 ng 535117 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 96
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 70
Abundance Scan 2901 (20.250 min): BM041237.D\data.ms (-2898) (- | m/z 216.05 100.00%
216.1
T =
107.8 20.00 20.50
b BLO Il . i d 2810 35614151  583. ., 215 65  91.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94576: 11H-Benzol[b]fluorene
216.0
5000 e cha
20.00 20.50
108.0 ITI/Z 213.00 22.88%
0 \\\"\\\\h““\\\‘\‘\‘\\M\‘\I“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94575: 11H-Benzo[a]fluorene
216.0
== —
20.00 20.50
5000 m/z 217.05 17.71%
108.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94579: Fluoranthene, 2-methyl- T —
216.0 20.00 20.50
m/z 107.80 12.68%
5000
108.0
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.50

8270-BM072823.M Thu Aug 03 10:37:56 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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 11 Oxalic acid, isobutyl hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.127 4.61 ng 1159130  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
3 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 87
4 Carbonic acid, decyl heptadecyl ... 440 C28H5603 1000383-16-6 87
5 Carbonic acid, decyl pentadecyl ... 412 C26H5203 1000383-16-4 87
Abundance Scan 3050 (21.127 min): BM041237.D\data.ms (-3044) (- | m/z 57.05 100.00%
57.0
2100 2150
5.1 246.1 : :
o LT a1 210001 5652 wisa sas S0 e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 — ——
21.00 21.50
m/z 71.10 70.08%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—— —
21.00 21.50
5000 m/z 55.00 48.53%
01.}%&,169025203250’ Jw
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #265841: Oxalic acid, hexadecyl propyl ester —— ——
43.0 21.00 21.50
m/z 85.10 47.11%
5000
269.0
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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 12 Benzo[j]fluoranthene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.591 8.46 ng 765017  Perylene-di2 23.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
2 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96
3 Benzo[e]pyrene 252 C20H12 000192-97-2 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 3469 (23.591 min): BM041237.D\data.ms (-3466) (- | m/z 252.10 100.00%
252.1
- \\JLMA
1 T
125.0 23.50
ol 57 il 1871, | 35114102 4759534. ./, 250,00  30.85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138563: BenzolK]fluoranthene
252.0
5000 e :
23.50
126.0 m/z 253.10 22.81%
O \\\‘\\\\I‘\‘l\‘\\‘\\\\‘\\h\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138561: Benzo[j]fluoranthene
252.0
T \
23.50
5000 m/z 125.00 11.20%
126.0
0,630 || 1870, |
R AR e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138554: Benzo[e]pyrene T ‘
252.0 23.50
m/z 251.05 9.44%
5000
125.0
0. 830 | 1870
e e e P
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41237.D

Acqg On : 02 Aug 2023 10:21
Operator : MA/JU

Sample : 03848-01

Misc

ALS vial : 4 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|
Dodecanoic acid 14.892 4.6 ng 498446 3 14.463 2183710 20.0
Hexadecanoic ac... 17.892 11.0 ng 1569660 4 17.221 2863390 20.0
n-Hexadecanoic ... 18.127 31.7 ng 4538140 4 17.221 2863390 20.0
4H-Cyclopenta[d... 18.298 4.0 ng 568341 4 17.221 2863390 20.0
10,13-0Octadecad... 19.039 60.2 ng 8614960 4 17.221 2863390 20.0
9-Octadecenoic ... 19.074 34.0 ng 4867880 4 17.221 2863390 20.0
Methyl stearate 19.203 6.1 ng 873636 4 17.221 2863390 20.0
Octadecanoic acid 19.403 6.2 ng 1558390 5 21.427 5024400 20.0
Pyrene, 1-methyl-  20.156 4.1 ng 1036310 5 21.427 5024400 20.0
11H-Benzo[b]flu... 20.250 2.1 ng 535117 5 21.427 5024400 20.0
Oxalic acid, is... 21.127 4.6 ng 1159130 5 21.427 5024400 20.0
Benzo[j]fluoran... 23.591 8.5 ng 765017 6 23.803 1809480 20.0
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