LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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@49787.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.016 3 5 12 rvB 101363 135003 1.33% 0.167%
2 4.904 320 326 333 rBvV 374957 510310 5.03% 0.630%
3 5.369 399 405 418 rBV 3497408 4757774 46.86% 5.871%
4 6.957 668 675 685 rBV 3249978 4854038 47.80% 5.990%
5 7.787 809 816 823 rBV 979325 1474629 14.52% 1.820%

6 8.939 1005 1012 1020 rBV 1835182 2914359 28.70%
7 10.580 1283 1291 1299 rBV 1115211 1830730 18.03%
8 13.051 1703 1711 1720 rBV 4877851 6564828 64.65%
9 14.427 1939 1945 1952 rVB 1701653 2376277 23.40%
10 14.851 2009 2017 2025 rVB5 73832 135570 1.34%
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11 15.245 2076 2084 2097 rVB2 87805 205227 2.02%
12 15.786 2170 2176 2184 rVB 520159 688962  6.79%
13 15.915 2191 2198 2207 rBV 3888153 5304619 52.24%
14 16.668 2317 2326 2333 rVV3 69619 210136 2.07%
15 16.968 2368 2377 2386 rVB2 140620 273296 2.69%
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16 17.168 2405 2411 2416 rBV 2251951 2938731 28.94%
17 17.268 2423 2428 2431 rBV 107165 164985 1.62%
18 17.568 2474 2479 2488 rBV 187252 291629 2.87%
19 18.080 2557 2566 2573 rBV 4568738 6467862 63.70%
20 18.139 2573 2576 2580 rVV 175200 268045 2.64%
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21 18.598 2650 2654 2663 rVB 239451 348892 3
22 19.227 2755 2761 2764 rBV 311517 506622 4
23 19.274 2764 2769 2775 rVWW 429647 853128  8.40%
24 19.350@ 2777 2782 2803 rVV 1863895 2902581 28.
25 19.556 2813 2817 2820 rBV 473091 697526 6
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26 19.586 2820 2822 2825 rVV 379695 501561 4.94% 0.619%
27 19.615 2825 2827 2840 rVB2 300970 576156 5.67% ©.711%
28 19.792 2852 2857 2862 rBV 9296532 10153976 100.00% 12.530%
29 20.127 2909 2914 2922 rVB 566850 941834  9.28% 1.162%
30 20.486 2971 2975 2983 rVB 653366 768868  7.57%  ©.949%

31 20.609 2993 2996 3000 rVB 282791 302743 2.98%
32 20.839 3031 3035 3041 rBV 523253 776360  7.65%
33 21.092 3074 3078 3085 rBV 850897 1098567 10.82%
34 21.315 3112 3116 3122 rVB 420536 508808 5.01%
35 21.397 3123 31360 3135 rVVv2 3236511 5373523 52.92%
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36 21.444 3135 3138 3151 rVB 577588 925448 9.11% 1.142%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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
37 21.580 3156 3161 3163 rVV 469019 763688 7.52% 0.942%
38 21.609 3163 3166 3176 rVB 723088 993217 9.78%  1.226%
39 21.768 3189 3193 3202 rVB 282283 488212 4.81% 0.602%
40 22.180 3258 3263 3275 rVB 695152 1128738 11.12% 1.393%
41 22.827 3368 3373 3385 rVB 513077 939130  9.25% 1.159%
42 23.450 3474 3479 3484 rBV 299681 617246 6.08% 0.762%
43 23.509 3486 3489 3495 rVV 285401 572909 5.64% 0.707%
44 23.580 3495 3501 3515 rVB = 428302 980142 9.65% 1.209%
45 24.191 3600 3605 3611 rBV 261533 566402 5.58% 0.699%

46 24.397 3633 3640 3647 rBV 1714246 4384475 43.18% 5.410%

Sum of corrected areas: 81037762
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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: BM049787.D\data.ms

8000000

6000000

4000000
5.369 6.957

2000000 8.939
7.787 10.580

16 4.904

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

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM049787.D\data.ms

19.Y92

8000000

6000000

3.051 18.080

15.915

4000000 21.397

17.168

2000000 14.427

22 180

15.786 18139 2
14.8515.245 | 16.668.968.268.568 18508 1

Oﬁ"H_H“errﬁwHﬁﬁ”‘HH“‘H_H‘,H‘“‘H“HH‘HH,HH,HH‘HH‘HH e B

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: BM049787.D\data.ms

8000000
6000000

4000000

24.397
2000000

827 ozeagR0
4 24.19
N N

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

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@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.904 6.92 ng 510310 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
Abundance Scan 326 (4.904 min): BM049787.D\data.ms (-320) (-) m/z 43.00 100.00%
43.0
5000
101.1 EARSRRsREseces
‘ 730 ‘ 4.60 4.80 5.00 5.20
Ol S 2070 n/z 59,05 53.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N RN RN R
4.60 4.80 5.00 5.20
m/z 101.10  20.85%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5056: Propane, 1-ethoxy-2-methyl-
31.0 590
R e aa
4.60 4.80 5.00 5.20
5000 m/z 58.05 16.23%
‘\ | 1020
bl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime S BARRREEEES S
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.75%
5000
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.786 5.80 ng 688962  Acenaphthene-di10 14.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 50
3 2-Cyclohexene-1,4-dione, 5,6-dic... 325 C15H13C12NO3  324051-55-0 50
4 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 50
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 50
Abundance Scan 2176 (15.786 min): BM049787.D\data.ms (-2170) (- | m/z 105.00 100.00%
105.0
182.1
5000
51.0 T ‘ T T ‘ T
15.50 16.00
ol bl 11389 ] 2671 3850 ., 77.05  74.26%
miz-> 50 100 150 200 250 300
Abundance #56927: Benzophenone
105.0
182.0
5000 — ——
15.50 16.00
51.0 m/z 182.05 61.47%
O T } T \“H\ T ‘ T \1\3\9.9\ T \H T ‘ T T T 7T ‘ T T T T ‘ L
miz-> 50 100 150 200 250 300
Abundance #87468: Ethanedione, diphenyl-
105.0
— —
15.50 16.00
5000 m/z 51.00 25.58%
51.0
oLl 1 1520 2100
—t—t— 1t
miz--> 50 100 150 200 250 300
Abundance #229916: 2-Cyclohexene-1,4-dione, 5,6-dichloro-2,3-dim e Py
105.0 15.50 16.00
m/z 181.10 10.62%
5000 Jk
o ‘5%0 1100 | 3250
e T T . fimoopet
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.080 44.02 ng 6467860  Phenanthrene-die 17.168
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 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 2566 (18.080 min): BM049787.D\data.ms (-2557) (- | m/z 73.05 100.00%
3.0

-

5000
129.1
213.2 :
‘ 1711 ‘ 561 18.00
037 ¥l i cb 3298 L 6p.00  81.75%
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

%

60.0
5000 129.0 ]
18.00
‘ 17102130 256.0 m/z 43.10  78.99%
0 » \\‘H\ ‘H‘\ it \ “ ! “‘ \‘ “\‘ - “\‘ et

ﬁ

m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
= !
18.00
5000 ITI/Z 57.10 64 .09%
129.0
29 185.0 228.0
0 um h” M‘\ al ‘\‘\‘m‘\ “\ \‘ I I e
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid — ‘
73.0 18.00
m/z 55.10 63.53%
5000
29.
129.0
‘ 1710 214.0
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 4,4'-(Hexafluoroisopropylid... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.598 2.37 ng 348892  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-(Hexafluoroisopropylidene)d... 336 C15H10F602 001478-61-1 96
2 Coumarine, 6-amino-3-(4-methoxyp... 267 C16H13NO3 299949-79-4 38
3 Isophthalic acid, di(2-isopropyl... 402 C26H2604 1000344-64-2 35
4 SH-Naphtho[2,3-c]carbazole 267 C20H13N 000198-96-9 25
5 N-(2-Methoxy-6-methylphenyl)phth... 267 C16H13NO3 003400-82-6 25
Abundance Scan 2654 (18.598 min): BM049787.D\data.ms (-2650) (- | m/z 267.00 100.00%
267.0
5000
198.9 336.1 4A\
— =
55.1 99‘0 0] nn 18.50 19.00
0\\\\‘W”““H‘M“ | L B e R m/z 198.95 37.09%
miz--> 50 100 150 200 250 300 350 400
Abundance  #243325: 4,4'-(Hexafluoroisopropylidene)dipheno
267.0
336.0
5000 2I.8‘5(; ‘19‘00
199.0 : :
99.0 m/z 336.10  35.35%
wo [ ol |
0l o mmu bk “‘\\‘H‘u Ly I \“wm““‘ At il M
m/z--> 50 100 150 200 250 300 350 400
Abundance #156841: Coumarine, 6-amino-3-(4-methoxyphenyl)-
267.0
—t— ——
224.0 18.50 19.00
5000 m/z 197.00 26.55%
120.0 167.0 ‘
[ \Hh\HuﬂuH‘\u“ A H“M“\ H“\; R
m/z--> 5 100 150 200 250 300 350 400
Abundance #303826: Isophthalic acid, di(2-isopropylphenyl) ester T o
267.0 18.50 19.00
m/z 268.05 15.53%
5000
0 76.0 1350 151 02250 | 402.(
e e T e e e
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 5 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.351 10.80 ng 2902580  Chrysene-d12 21.403
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2782 (19.350 min): BM049787.D\data.ms (-2777) (- | m/z 73.10 100.00%
73.1
5000 129.0 L
1851 241.2 T T
“ ‘ 19.00 19.50
oL AL “wm“ e L 32704420 s 43100 93.72%
miz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 — =
185.0 19.00 19.50
} m/z 60.00 82.12%
0 \2\ “ “‘h‘}”}‘l“\h\ \“‘\ \‘\\‘ \‘\\\ \“‘\\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
73.0
— =
19.00 19.50
5000 129.0 m/z 57.10 73.86%
199.0
0 26,
R
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid = —
73.0 19.00 19.50
m/z 55.10 71.86%
5000
129.0
228.0
ozq-Mﬂ‘, e
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 [1,1'-Biphenyl]-4,4'-diamin... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.556 2.60 ng 697526  Chrysene-di12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,1'-Biphenyl]-4,4'-diamine, 3,... 212 C14H16N2 000119-93-7 64
2 2-(4-Fluorophenyl)-1H-benzimidazole 212 C13H9FN2 000324-27-6 64
3 3-Pyridinecarboxamide, N-(phenyl... 212 C13H12N20 002503-55-1 64
4 5-Chloro-4-methyl-1,3-benzothiaz... 212 C9H9CIN2S 1225736-47-9 59
5 [1,1'-biphenyl]-4,4"'-diamine, 2,... 212 C14H16N2 1000400-65-3 59

Abundance Scan 2817 (19.556 min): BM049787.D\data.ms (-2813) (- | m/z 212.10 100.00%

2121
5000

106. 156.0 ‘“ 1950
T ‘w”“““‘: 2811 884N s 21110 21.14%
miz-> 50 100 150 200 250 300 350
Abundance  #90065: [1,1'-Biphenyl]-4,4'-diamine, 3,3"-dimethyl-
212.0
5000
1950

m/z 213.10  16.78%

L |
OL\S.\O\\‘G?’.\()‘\\ “\\\\“\HH\.? ““ \\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #89923: 2-(4-Fluorophenyl)-1H-benzimidazole
212.0
=

19.50
5000 208.05 16.03%

64.0 106.0
2o f oy e, Lo
miz--> 50 100 150 200 250 300 350

Abundance  #89744: 3-Pyridinecarboxamide, N-(phenylmethyl)-
212.0 1950

m/z 210.10  13.96%

106.0
5000
51.0
L ‘ L “ ‘ ‘\ 15\5.0 ‘

bbb e L
miz--> 50 100 150 200 250 300 350 1950

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 7 unknownl9.615 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.615 2.14 ng 576156  Chrysene-d12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di(Z)-hex-3-enyl phthalate 330 C20H2604 1000373-65-0 47
2 2-(Pentyloxycarbonyl)benzoic acid 236 C13H1604 024539-56-8 38
3 2-((4-Methylpentan-2-yloxy)carbo... 250 C14H1804 856806-35-4 38
4 Phthalic acid, 2-propylpentyl tr... 460 C29H4804 1000377-92-9 35
5 Phthalic acid, butyl 4-isopropyl... 340 C21H2404 1000315-22-1 27
Abundance Scan 2827 (19.615 min): BM049787.D\data.ms (-2825) (- | m/z 149.00 100.00%
149.0
43.1
5000
83.1
= =
19.50 20.00
ob— b A 200 2190 w21 430 6168
miz--> 50 100 150 200 250 300 350
Abundance #236939: Di(Z)-hex-3-enyl phthalate
149.0
82.0
5000 — —
19.50 20.00
a1, m/z 57.10 49.13%
‘ 249.0
O\\‘\‘\““\H\‘\“\“‘\\‘\\ \‘\\\‘\\\\“\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #118152: 2-(Pentyloxycarbonyl)benzoic acid
149.0
— —
19.50 20.00
5000 m/z 70.10 29.34%
.0 105.
0,270 220 0 | laes0230
m/z--> 50 100 150 200 250 300 350
Abundance #135570: 2-((4-Methylpentan-2-yloxy)carbonyl)benzoic a — —
149.0 19.50 20.00
m/z 41.05 29.13%
h JL
84.0
ol Ml | l1es02s0 e S
m/z--> 50 100 150 200 250 300 350 19.50 20.00

8270-BM031325.M Thu Apr 03 02:08:14 2025 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 8 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.127 3.51 ng 941834  Chrysene-di12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 83
5 Eicosane 282 C20H42 000112-95-8 81
Abundance Scan 2914 (20.127 min): BM049787.D\data.ms (-2909) (- | m/z 57.10 100.00%
57.1
o \aJLJ\
2000 20.50
13.1 207 0 : :
— "W Al i 28203270 430 sz 71,10 7e.40%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 _— e
20.00 20.50
m/z 43.05 62.73%
oL ‘ 1 1130 160.0 225.0 281.0 337.0 394.0
\\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0
—— —
20.00 20.50
5000 m/z 85.05 49,95%
L1120 1080 20 om0 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T —
57.0 20.00 20.50
m/z 41.05 24.09%
- M
0‘1'169022502960 _— S
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50

8270-BM031325.M Thu Apr 03 02:08:16 2025 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.839 2.89 ng 776360  Chrysene-di12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 91
3 Tetradecane, 4-ethyl- 226 C1l6H34 055045-14-2 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 3035 (20.839 min): BM049787.D\data.ms (-3031) (- | m/z 57.10 100.00%
57.1
" m
2050  21.00
141.1 207.0 : .
ol ‘L“ h‘ L H Lt LD 2810 3410, 71,10 73.e8%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 = =
20.50 21.00
m/z 43.10 64.74%
ol L (1 M | 1#1-0183.0225.0 267.0 300.0 367
\\\‘ T \\\‘\\\\’\\\\’\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo-
57.0
— ——
20.50 21.00
5000 m/z 85.10 51.28%
9.0
ol Ll id 115001002300 280
m/z--> 50 100 150 200 250 300 350
Abundance #107225: Tetradecane, 4-ethyl- o 7
43.0 20.50 21.00
m/z 55.10 25.23%
5000 85.0 J\J\\/LL
|| 1270 1970
o‘m“\‘\ummmwHH,HH,HH,H I
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BM031325.M Thu Apr 03 ©2:08:18 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49

Operator : RC/JU

Sample : Q1679-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: 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 10 Hexadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.092 4.09 ng 1098570  Chrysene-d12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 91

5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 91

Abundance Scan 3078 (21.092 min): BM049787.D\data.ms (-3074) (- m/z 57.10 100.00%
57.1

%

5000
169.2 226.0 281.0 21.00
0 “uM‘WJH‘”M o S FE 88504009 /7 71.10 71.00%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107219: Hexadecane
57.0
5000 R :
21.00
m/z 43.10 70.90%
13.0
226.0
0 \‘ \‘\ J | “]J \“ | L \69 0 |
\\1\‘\1\\]1\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz—> 0 50 100 150 200 250 300 350 400

-

Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
T T
21.00
5000 ITI/Z 85.10 48.06%
} ﬁllo
ob bl Liili gm0 220 a0
m/z--> 0 50 lOO 150 200 250 300 350 400

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester T ‘

57.0 21.00
m/z 55.85  35.06%
5000
}ﬂllo
ob i hidi) 1960 2600 .
m/z> 0 50 100 150 200 250 300 350 400 21.00

8270-BM031325.M Thu Apr 03 ©2:08:19 2025

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 11 Dotriacontane, 1-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.580 2.84 ng 763688  Chrysene-di12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 3161 (21.580 min): BM049787.D\data.ms (-3156) (- | m/z 57.10 100.00%
57.1

;

5000
13.1 21.50
207.0
oHJ‘"\'mJMwwhw‘??“l‘lw3‘57‘1“4‘1‘59_”” m/z 71.10  73.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 — T
21.50
m/z 43.10 65.16%
ol il .}\.‘Mmlmz‘zs»o 295.0351.0  449.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
L
21.50
5000 ITI/Z 85.10 52.88%
13.0
ol ”‘w” \}§9922502810337039304490506(
A e A e e T e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275543: Eicosane, 7-hexyl- —7 ‘
57.0 21.50
m/z 55.10 25.52%
h m
113.0
182.0
op liTT 1820 eLoggrg i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50

8270-BM031325.M Thu Apr 03 ©2:08:20 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 12 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.609 3.70 ng 993217  Chrysene-di12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3166 (21.609 min): BM049787.D\data.ms (-3163) (- | m/z 57.10 100.00%
57.1
- pdt
‘ 2150 22,00
13.1 . .
193.0
— wh‘ ‘.h“]‘ﬂ‘ Ll 222028912830 3410 4010 /7 71,10 71.75%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 e e
21.50 22.00
m/z 43.10 58.67%
ol ‘L L 1130 169.0 2250 281.0 337.0 394.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0
— —
21.50 22.00
5000 m/z 85.10 49,06%
o LLLLLM39 1090 50 amso 30
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane —T —
57.0 21.50 22.00
m/z 55.10 24.82%
oL LT 1890 2250 2900 E—
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00

8270-BM031325.M Thu Apr 03 ©2:08:22 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.180 4.20 ng 11287460  Chrysene-d12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 3263 (22.180 min): BM049787.D\data.ms (-3258) (- | m/z 57.10 100.00%
7.1

5
5000

13.1 2200 2250
207.0 ‘
Ofrrety ! H Ly S0 2810 3550 4151 488" ... 7110 71.24%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl-
57.0

5000 e S~
22.00 22.50

m/z 43.10 62.95%

154.0
O TTT ‘\‘”\”\A‘ \A\m\\‘h\h\\\z‘]-\J-\-\O\‘\zg\]_\.(‘)\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194597: Pentadecane, 8-hexyl-
43.

T T
22.00 22.50

5000 m/z 85.10 50.07%
9.0 196.0
0 m‘u‘!‘fwk«m‘uMM??"F;QH_ww_ww
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #132769: 2-Bromo dodecane T T
57.0 22.00 22.50

m/z 55.05 25.17%

5000
113.0169.0

0 wawhmwA”H\‘k‘\H%4%Q‘w“ww‘w‘\w“w“w T

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.50

8270-BM031325.M Thu Apr 03 ©2:08:23 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.827 3.50 ng 939130  Chrysene-di12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3373 (22.827 min): BM049787.D\data.ms (-3368) (- m/z 57.10 100.00%
57.1
— —
‘ ‘ 207.0 22.50 23.00
- v m‘ ! J AB30 | 253.1296.9341.1384.84301  n/; 71,10  76.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane
57.0
5000 — e
22.50 23.00
m/z 43.10 61.21%
. 1111399 16002400
\\‘ \\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl-
43.0
— ——
22.50 23.00
5000 m/z 85.10 53.97%
196.0
b Libi 520 [ a0 zom0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl- — e
57.0 22.50 23.00
m/z 55.10 26.18%
- ]\\/\J\\w
154.0
ol kimo0 " a0 2810
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00

8270-BM031325.M Thu Apr 03 02:08:24 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 15 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.580 4.47 ng 980142  Perylene-di2 24.397
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
Abundance Scan 3501 (23.580 min): BM049787.D\data.ms (-3495) (- | m/z 57.10 100.00%
57.1
- ML
2350 |
13.1 207.0 :
ol \‘ ‘ " u“w\ bbbt b 2820 3410 4021 460 /7 71 10 74.66%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #123961: Heptadecane
57.0
5000 —r— :
23.50
m/z 43.10 62.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
T
23.50
5000 m/z 85.10 51.62%
oL ‘L | 11130 169.0 225.0 281.0 337.0 394.0
A e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane —7
57.0 23.50
m/z 55.10 27.63%
- JJ\WL
13.0
o ALl 1000 2250 2050 sero .
m/z--> 50 100 150 200 250 300 350 400 450 23.50

8270-BM031325.M Thu Apr 03 02:08:26 2025 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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 16 Benzo[b]fluoranthene - D12 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.191 2.58 ng 566402  Perylene-d12 24.397
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene - D12 264 C20D12 093951-98-5 94
2 Benzo[a]pyrene - D12 264 C20D12 063466-71-7 94
3 2,3,9,10-Tetrahydro-1,8-dioxa-7,... 264 C16H12N202 1010243-33-3 74
4 2,5-Bis(4-hydroxyphenyl)pyrimidine 264 C16H12N202 159488-83-2 59
5 3,6-Dichlorocatechol, cyclic phe... 264 C12H7BC1202 1000293-25-1 59
Abundance Scan 3605 (24.191 min): BM049787.D\data.ms (-3600) (- | m/z 264.10 100.00%
264.1
- AJL
— o
20,0 1321 208.0 24.00 24.50
0400 ol 2080 . 3861 4292489 ., 56510 21.10%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153503: Benzo[b]fluoranthene - D12
264.0
5000 —— ———
24.00 24.50
1320 m/z 260.10  20.04%
0 76.0 L ‘\‘ \“ 208qu ul
\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153502: Benzo[a]pyrene - D12
264.0
r—— —
24.00 24.50
5000 m/z 263.10 17.47%
132.0
oL 780 | J‘ 2080 |
R R e N L R R R R RS RA R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153156: 2,3,9,10-Tetrahydro-1,8-dioxa-7,12-diazadicycl — —=
264.0 24.00 24.50
m/z 132.05 11.59%
5000
ol 7601320 2050/ |
L B o o A T —
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.50

8270-BM031325.M Thu Apr 03 ©2:08:27 2025 Page: 19



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49787.D

Acqg On : 02 Apr 2025 12:49
Operator : RC/JU

Sample : Q1679-01

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|
2-Pentanone, 4-... 4.904 6.9 ng 510316 1 7.787 1474630 20.0
Benzophenone 15.786 5.8 ng 688962 3 14.427 2376280 20.0
n-Hexadecanoic ... 18.080 44.0 ng 6467860 4 17.168 2938730 20.0
4,4'-(Hexafluor... 18.598 2.4 ng 348892 4 17.168 2938730 20.0
Octadecanoic acid 19.351 10.8 ng 2902580 5 21.403 5373520 20.0
[1,1'-Biphenyl]... 19.556 2.6 ng 697526 5 21.403 5373520 20.0
unknown19.615 19.615 2.1 ng 576156 5 21.403 5373520 20.0
Octacosane 20.127 3.5 ng 941834 5 21.403 5373520 20.0
Hexacosane 20.839 2.9 ng 776360 5 21.403 5373520 20.0
Hexadecane 21.092 4.1 ng 1098570 5 21.403 5373520 20.0
Dotriacontane, ... 21.580 2.8 ng 763688 5 21.403 5373520 20.0
Tetracosane 21.609 3.7 ng 993217 5 21.403 5373520 20.0
Eicosane, 10-me... 22.180 4.2 ng 1128740 5 21.403 5373520 20.0
Heptadecane 22.827 3.5 ng 939130 5 21.403 5373520 20.0
Eicosane 23.580 4.5 ng 980142 6 24.397 4384480 20.0
Benzo[b]fluoran... 24.191 2.6 ng 566402 6 24.397 4384480 20.0

8270-BM@31325.M Thu Apr 03 02:08:27 2025

Pag 20



