LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc :

ALS vial : 9 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-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42460.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.075 315 321 331 rVB 609222 849134 10.67% 1.234%
2 5.522 390 397 407 rBV 3023165 4328673 54.42% 6.288%
3 7.151 665 674 685 rBV 2952049 4746129 59.67% 6.895%
4 7.992 809 817 826 rBV 807153 1232864 15.50% 1.791%
5 9.192 1011 1021 1031 rBV 1886123 3083909 38.77% 4.480%

6 10.816 1289 1297 1304 rBV 1049907 1712354 21.53%
7 11.816 1460 1467 1477 rBV 56296 121047 1.52%
8 13.263 1706 1713 1720 rBV 3830417 5669246 71.27%
9 13.480 1743 1750 1758 rVB 53819 90377 1.14%
10 14.639 1938 1947 1954 rBV 1487025 2191976 27.56%
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N
w
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R

11 15.686 2119 2125 2132 rVB 67828 108210 1.36%
12 16.133 2192 2201 2211 rBV 3395061 4884414 61.40%
13 17.209 2376 2384 2396 rVB 71209 132298 1.66%
14 17.392 2405 2415 2418 rBV 1868274 2653776 33.36%
15 17.433 2418 2422 2428 rVB 1379029 1882439 23.67%

NWONO®
=
e}
N
R

16 17.521 2430 2437 2442 rBV 142300 226573 2.85%
17 17.809 2476 2486 2491 rBV 119945 202965 2.55%
18 18.239 2553 2559 2567 rBV2 1315849 2023023 25.43%

OO NOO
Xe]
w
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R

19 18.309 2567 2571 2579 rVB 222077 355405 4.47% 516%
20 18.456 2590 2596 2600 rBV2 221258 422101 5.31% 613%
21 18.492 2600 2602 2607 rVB 116529 131399 1.65% ©.191%
22 18.762 2643 2648 2652 rBV = 119641 171727 2.16% 0.249%
23 18.821 2653 2658 2664 rVB 208199 292725 3.68% 0.425%
24 19.168 2713 2717 2721 rVB 77944 103537 1.30% ©.150%
25 19.215 2721 2725 2731 rBV3 42768 99072 1.25% ©.144%

26 19.327 2737 2744 2749 rBV2 93691 207360 2.61%
27 19.445 2758 2764 2769 rVB 2831711 3580416 45.01%
28 19.509 2770 2775 2786 rBV 685812 1046336 13.15%
29 19.692 2803 2806 2814 rVB2 79953 143329 1.80%
30 19.768 2814 2819 2822 rBV2 307951 518772 6.52%

OO0 RrRr UV
Ul
N
[
R

31 19.809 2822 2826 2832 rVV 2329928 2981106 37.48% 4.331%
32 19.868 2832 2836 2840 rVvB2 83892 115889 1.46% 0.168%
33 19.998 2852 2858 2863 rBV 6481962 7954485 100.00% 11.555%
34 20.115 2874 2878 2886 rVB3 108599 251813 3.17% ©.366%
35 20.256 2896 2902 2905 rBV5 114943 257485 3.24% ©.374%

36 20.292 2905 2908 2913 rVB 221163 318619 4.01% 0.463%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc :

ALS vial : 9 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-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.398 2922 2926 2929 rBV 151342 198678 2.50% 0.289%
38 20.450 2933 2935 2939 rVB 129548 156590 1.97% 0.227%
39 20.592 2956 2959 2963 rBV2 109416 144540 1.82% 0.210%
40 20.639 2965 2967 2971 rVB 88877 97384 1.22% 0.141%
41 21.045 3033 3036 3042 rVB 137176 169854 2.14% 0.247%
42 21.221 3060 3066 3074 rBvV4 676777 1428223 17.95% 2.075%
43 21.286 3074 3077 3082 rVV2 157580 251942 3.17% 0.366%
44 21.345 3085 3087 3092 rVB 161974 183916 2.31% 0.267%
45 21.427 3098 3101 3105 rBV 396142 455844  5.73% 0.662%
46 21.568 3118 3125 3129 rBV2 1945341 3503123 44.04% 5.089%
47 21.603 3129 3131 3136 rVB 832825 945451 11.89% 1.373%
48 22.415 3265 3269 3273 rVB2 401637 537039 6.75% 0.780%
49 22.886 3346 3349 3359 rVB3 181180 259154 3.26% 0.376%
50 23.174 3395 3398 3404 rVB2 202379 270081 3.40% 0.392%
51 23.262 3406 3413 3420 rBV2 685762 2020859 25.41% 2.936%
52 23.809 3501 3506 3516 rVB 405052 842949 10.60% 1.225%
53 23.915 3520 3524 3532 rVB 418689 794818 9.99% 1.155%
54 24.027 3538 3543 3549 rVB 790082 1486250 18.68% 2.159%

Sum of corrected areas: 68837678
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM042460.D\data.ms

6000000
5000000
4000000
5.522 7.151

3000000

2000000 9.192

10.816

1000000 5.075 7.992

11.81

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM042460.D\data.ms

o

19.998
6000000

5000000
4000000 13.263
16.133

3000000 19.445

2000000 17.392
14.639 17433

1000000

. 3.480 15.686 17.20%.527.809 1EBIARS,
SR L S | RO b < R <k s 1V 0 S SNl s SN LR

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: BM042460.D\data.ms

6000000

5000000

4000000

3000000

21.568

2000000

1000000

o

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\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.075 13.78 ng 849134  1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 321 (5.075 min): BM042460.D\data.ms (-315) (-) m/z 43.05 100.00%

3.0
5000
1011 LB R B B B
‘ ‘ 4.80 5.00 5.20 5.40
Ol 820 2980 w2z 59,10 57.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B LA LA R
4.80 5.00 5.20 5.40
101.0 m/z 101.10  18.47%
073-9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4153: 1-Propen-2-ol, acetate
43.0
A EEamEaRE T
4.80 5.00 5.20 5.40
5000 m/z 58.05 14.33%
15.0 72.0 100.0
0\m‘wH\H““;Hw‘HH,\H\}\H\‘HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime R A RARER RN
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.27%
5000
101.0
o120l 169.0
— e A A ARaa
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.239 15.25 ng 2023020  Phenanthrene-d10 17.392
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 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60

Abundance Scan 2559 (18.239 min): BM042460.D\data.ms (-2553) (-  m/z 73.10 100.00%

73
5000
129.0
213.2 RN T
171.1 ‘ 256.3 18.00 18.50
037 b L L T 385y 43018 93.05%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R R
18.00 18.50
171.0 213.0 256.0 m/z 60.05 84.51%
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 41.10 74.21%
129.0
29.0 185.0 228.0
0 ;M‘\‘u} ‘\ | \‘m‘\ “\‘ \‘ I I e
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid —— T
43.0 18.00 18.50
m/z 55.10 70.69%
5000
- 129.0 242.0
‘ ‘ 199.0
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BM102123.M Fri Oct 27 ©5:27:56 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.456 3.18 ng 422101  Phenanthrene-d10 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 94
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 Methyl diselenide 190 C2H6Se2 007101-31-7 49
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 2596 (18.456 min): BM042460.D\data.ms (-2590) (-  m/z 190.05 100.00%

19p.1
5000
945 M

51. ‘ 139.0 h 18.50
o 2l 2390, R 2649 355 . 189.@5  99.75%
m/z--> 50 100 150 200 250 300 350
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000
18 50

94.0 m/z 192.10  31.93%

0L39.0 ‘$ 137.0 |
T T ‘ T T ‘ \ T ‘ T T ‘ T T ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene

189.0

1850
5000 191.05 31.32%
94.0
b L W“‘ S ——
m/z--> 50 100 150 200 250 300 350
Abundance #64929: Methyl diselenide
93.0 190.0 1850
94.50 24.57%

5000
154,
L
T

m/z--> 50 100 150 200 250 300 350 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 9,10-Anthracenedione Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.821 2.21 ng 292725  Phenanthrene-di10 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 99
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 96
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 90
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 55

Abundance Scan 2658 (18.821 min): BM042460.D\data.ms (-2653) (-  m/z 208.10 100.00%
1

208.
152.1
5000 76.0
= —
394{ H 113 \ \ 355 18.50 19.00
ob 2Lyt 4 L 2811 885 47 180.05  90.02%
m/z--> 50 100 150 200 250 300 350
Abundance #85295: 9,10-Anthracenedione
180.0
5000 76.0 ‘/%\‘ A
18.50 19.00
m/z 152.05 79.89%
394‘ 126.0
O\\”\“\.“\“\“‘\M“w‘\‘\“‘\\‘\\‘H\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #54969: Benzol[c]cinnoline
152.0
= I
18.50 19.00
5000 m/z 151.05 43.32%
76.0
o“?%'?“w“uwl‘3;?"H‘Wm_m_m_
m/z--> 50 100 150 200 250 300 350
Abundance #55036: 9H-Fluoren-9-one = P
180.0 18.50 19.00
m/z 76.00 40.22%
5000
76.0
39.0 ‘ 126.0‘ ‘
) N s S o N
m/z--> 50 100 150 200 250 300 350 18.50 19.00

8270-BM102123.M Fri Oct 27 ©5:27:57 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Octadecanoic acid

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.509 5.97 ng 1046340  Chrysene-d12 21.568
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 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 2775 (19.509 min): BM042460.D\data.ms (-2770) (-

m/z 43.10 100.00%

129.1
3.1
185.2 241.2 CI ‘
LT e
oL bl Ay L L 18270 8740 1y 7310 96.46%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 - |
' 4. o
‘ 185.0 2410 ‘ m/z 60.00  79.19%
0 \\“\H‘ ‘\““‘\“‘ww““‘ M ‘ \H‘““’ ‘\‘\‘ ‘\‘\“““““"“
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
T T
19.50
5000 129.0 m/z 57.10 78.38%
29.(
‘ 199.0 242.0
I Hu Al ol | | \
A VO A
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es S |
43.0 19.50
m/z 55.10 71.93%
5000 284.0
3.0 1290
Ll 1850 2410
oL Lkl w I oo N - S
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.221 8.15 ng 1428220  Chrysene-d12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Tetracosene 336 C24H48 010192-32-2 90
4 1-Hexacosene 364 C26H52 018835-33-1 90
5 Nonacos-1-ene 406 C29H58 018835-35-3 90

Abundance Scan 3066 (21.221 min): BM042460.D\data.ms (-3060) (-
57.1

m/z 57.10 100.00%

— —
1 %Tl 21.00 21.50
o“‘“uJNWHW«HAmxw"H3ﬁ4%“u‘ﬁ39%u59§4u“ m/z 43.10 98.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 — e
21.00 21.50
F 5.0 m/z 55.10 91.24%
0\\J‘\“\h‘\I\l‘l\\1‘“\‘\\‘\.‘”‘\\\‘53\?‘.0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
— —
21.00 21.50
5000 m/z 83.10  84.25%
125.0
ob bbb 4950 080
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene A —
43.0 21.00 21.50
m/z 69.10 77.48%
111.0
5000
o lligsee o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 7 1,3-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

2.415  se7ng 537639 Chrysene-di2 21.568

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804
3 1-(2-Hydroxymethylpyrrolidin-1-y... 143 C7H13NO2
4 B
5P

= ]

Abundance Scan 3269 (22.415 min): BM042460.D\data.ms (-3265) (-

omoacetic acid, 2-ethylhexyl e... 250 C10H19Br02
thalic acid, 3,5-difluoropheny... 348 C19H18F204

000137-89-3 59
006422-86-2 59
1000192-83-2 38
068144-73-0 22
1000315-54-1 22

m/z 70.10 100.00%

70.1
149.0
5000 261.1
—r=
UL 2250
obrrtd b L L 85814171 477.15362 /7 149.00  62.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0
5000 261.0 T
22.50
' m/z 261.10 44.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0 e
22.50
5000 m/z 112.1@  38.53%
261.0
0 J“-L““H\\m‘-o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #23374: 1-(2-Hydroxymethylpyrrolidin-1-yl)ethanone P
70.0 22.50
m/z 57.10 38.33%
- anﬂA«MkaAwAwa»A
0 I \] T - 43.0
e R e R R R AR A ERRRERERARRRARE ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 8 Pentacosanal

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.886 3.49 ng 259154  Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosanal 366 C25H500 058196-28-4 90
2 Tetracosanal 352 (C24H480 057866-08-7 90
3 Hexacosanal 380 C26H520 026627-85-0 76
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 70
5 Pentadecanal- 226 C15H300 002765-11-9 64

Abundance Scan 3349 (22.886 min): BM042460.D\data.ms (-3346) (-
57.1

m/z 57.10 100.00%

5000 M
‘ 31 2071 22‘56 ég‘od
293.1355.1 431.2 : :
omu‘,“uu,ﬂ\u'ﬂﬂm‘,“m,w‘w‘wwww_‘r’?% m/z 82.10 87.23%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275519: Pentacosana
82.0
5000 - ]
22.50 23.00
m/z 43.10 82.70%
80 348.0
\‘ Il 236.0292.0
O\\\\’\!\]\\\1[\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262003: Tetracosana
82.0
334.0 T T
22.50 23.00
5000 m/z 55.10 65.80%
(N [£2° 22202700
om,Hw,m,«mm,uw‘m‘w_m_m_w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287971: Hexacosanal “ —
57.0 22.50 23.00
m/z 83.10 52.88%
- M
362.0
0 h|;800 250.0306.0
— ,H“,H“,H“,H“,H“‘H“‘H“‘H“‘H“‘H“‘ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 9 Octadecane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.174 3.63 ng 270081  Perylene-di2 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Tetracosane 338 (C24H50 000646-31-1 95
3 Tritriacontane, 2-methyl- 479 C34H70 066214-27-5 92
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3398 (23.174 min): BM042460.D\data.ms (-3395) (-

m/z 57.10 100.00%

57.1
5000
253.1 T —
‘ ﬂ 1 ‘ 23.00 23.50
o Abdilly, 2831 1 3852 4201 535 5115 6g.05%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #141057: Octadecane
57.0
5000 — —
23.00 23.50
m/z 43.10 64.52%
oL [T 600 2580
\\\\‘\\!\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
— —
23.00 23.50
5000 m/z 85.10 56.51%
o 1] h | [169.0225.0281.0336.0
H‘W‘H“ R R S SSS RN
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #333759: Tritriacontane, 2-methyl- 7 —
57.0 23.00 23.50
m/z 41.10 20.40%
o A/\/JJL
R A A aaan B — —
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 1@ Benzo[e]pyrene

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.809 11.34 ng 842949  Perylene-di2 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
4 Perylene 252 C20H12 000198-55-0 94
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93

Abundance Scan 3506 (23.809 min): BM042460.D\data.ms (-3501) (-

m/z 252.10 100.00%

252.1
5000
— —
571 12|5'1 2350 24.00
ol L 1890 | 333.1390.2 463.2 5352 p/; 250.10  30.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0
5000 o= =
23.50 24.00
m/z 253.10 21.51%
125.0
ol 63.0 ] 1870, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138555: Benzo[a]pyrene
252.0
— —
23.50 24.00
5000 m/z 125.10 15.12%
126.0
ol 63.0 | 1870, |
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138561: Benzo[j]fluoranthene o —
252.0 23.50 24.00
m/z 126.00 13.17%
5000
126.0
ol 830 1 80, = L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42460.D

Acqg On : 26 Oct 2023 19:47
Operator : MA/JU

Sample : 05010-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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-... 5.075 13.8 ng 849134 1  7.992 1232860 20.0
n-Hexadecanoic ... 18.239 15.3 ng 2023020 4 17.392 2653780 20.0
4H-Cyclopenta[d... 18.456 3.2 ng 422101 4 17.392 2653780 20.0
9,10-Anthracene... 18.821 2.2 ng 292725 4 17.392 2653780 20.0
Octadecanoic acid 19.509 6.0 ng 1046340 5 21.568 3503120 20.0
Dichloroacetic ... 21.221 8.2 ng 1428220 5 21.568 3503120 20.0
1,3-Benzenedica... 22.415 3.1 ng 537039 5 21.568 3503120 20.0
Pentacosanal 22.886 3.5 ng 259154 6 24.027 1486250 20.0
Octadecane 23.174 3.6 ng 270081 6 24.027 1486250 20.0
Benzo[e]pyrene 23.809 11.3 ng 842949 6 24.027 1486250 20.0
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