LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

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_ P\Methods\8270E-BP©51325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@24815.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.816 288 294 303 rBV 104740 151761 2.89% 0.450%
2 5.275 366 372 385 rBV 1112442 1712704 32.67% 5.083%
3 6.846 632 639 659 rBV 1038288 1800256 34.34% 5.343%
4 7.646 769 775 784 rBV 300287 466782 8.90% 1.385%
5 8.793 963 970 987 rBV 570551 1058876 20.20% 3.143%

6 10.416 1236 1246 1252 rBV 361843 634667 12.11%
7 12.881 1658 1665 1686 rBV 1466033 2277387 43.44%
8 14.004 1849 1856 1861 rBv4 43708 109352 2.09%
9 14.057 1861 1865 1869 rVV5 31570 58392 1.11%
10 14.187 1873 1887 1891 rVV 409261 979635 18.69%
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11 14.251 1893 1898 1899 rVV 548783 868406 16.56%
12 14.275 1899 1902 1909 rVB 727965 1176728 22.45%
13 14.716 1975 1977 1989 rVB4 40262 91245 1.74%
14 15.657 2132 2137 2149 rBV 212587 366766  7.00%
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15 15.798 2154 2161 2176 rBV 1669226 2799334 53.40% 309%
16 16.492 2273 2279 2292 rBV7 50596 136867 2.61% ©0.406%
17 17.069 2372 2377 2382 rBV 766299 1059266 20.20%  3.144%
18 17.116 2382 2385 2392 rVB 176408 247506  4.72% ©.735%
19 17.210 2397 2401 2407 rVV 45784 77841 1.48% 0.231%
20 17.286 2408 2414 2420 rVB2 46422 89987 1.72% 0.267%

21 18.010 2531 2537 2546 rBV 1149389 1763334 33.63%
22 18.175 2562 2565 2569 rVB2 40601 55952 1.07%
23 18.298 2582 2586 2591 rBV3 113420 203219 3.88%
24 18.357 2592 2596 2608 rVB3 128463 319917 6.10%
25 19.198 2733 2739 2745 rBV 658242 847955 16.17%
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26 19.339 2757 2763 2773 rBV 537868 849292 16.20%
27 19.575 2794 2803 2808 rBV 513433 861516 16.43%  2.557%
28 19.786 2833 2839 2847 rBV 3787522 5242669 100.00% 15.560%

N
w1
N
=
S

29 20.098 2889 2892 2895 rVB2 61943 69847 1.33% 0.207%
30 20.198 2906 2909 2913 rVB 53305 62490 1.19% 0.185%

31 20.263 2916 2920 2926 rVB4 98857 183811 3
32 21.116 3062 3065 3068 rvv2 75825 83234 1
33 21.163 3069 3073 3082 rVB4 218033 390402  7.45%
34 21.492 3122 3129 3134 rBV2 1275478 2268325 43
35 21.539 3135 3137 3152 rVB 290972 484134 9
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36 23.727 3503 3509 3517 rBV3 288115 876096 16.71% 2.600%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

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_P\Methods\8270E-BP051325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 24.457 3628 3633 3642 rVB 159917 352736 6.73% 1.047%
38 24.598 3651 3657 3667 rVB 206151 541755 10.33% 1.608%
39 24.762 3676 3685 3695 rBV2 697123 2071837 39.52% 6.149%

Sum of corrected areas: 33692279
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP024815.D\data.ms
3500000
3000000
2500000
2000000

1500000

5.275 6.846
1000000

8.793
500000 7646 10.416
4.816

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP024815.D\data.ms

19.Y86
3500000

3000000

2500000

2000000

15.798 21.492

1500000

18.010

1000000

500000

%w%g 2211 ]166§ 1539

R R e e e e T

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: BP024815.D\data.ms

3500000

3000000

2500000

2000000

1500000

1000000 24.762

23.727
500000

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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_P\Data\BP@52825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 4
R.T. EstConc Area Relative to ISTD R.T.
4.816 6.50 ng 151761 1,4-Dichlorobenzene-d4 7.646

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 37
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 294 (4.816 min): BP024815.D\data.ms (-288) (-) m/z 43.00 100.00%

43.0
5000
101.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
4.40 4.60 4.80 5.00 5.20
O i f - 177.9236.8204.8355.0417.147585358 /7 58.95  63.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T [T T[T T[T T T
4.40 4.60 4.80 5.00 5.20
m/z 100.95  24.95%
101.0
O‘\\‘II‘J‘ \\‘\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
R e R
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.00 15.32%
o_ﬁ”““'xJWH‘w‘HH_H‘_H‘,w,w,www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate B e e
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.05 11.00%
o‘Juw‘m‘;w‘HH‘HH‘mWm‘uu‘mWm_m_ VU T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20

8270E-BPO51325.M Thu May 29 06:07:20 2025 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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.
14.187 16.65 ng 979635  Acenaphthene-di1e 14.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1887 (14.187 min): BP024815.D\data.ms (-1873) (- m/z 73.00 100.00%
73.0
5000
241.2
= —
m 1711 ‘ 14.00 14.50
ol ML LI L] L 3410 416.1476.2 548: 1/ 4319 98.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 - —
14.00 14.50
’ 284.0 m/z 60.00 84.70%
O‘\\"\ “ HIJ‘“M\J\H\W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
—— —
14.00 14.50
5000 129.0 m/Z 57.10 80.01%
U 213.0
- HMM“M‘w‘\HH_‘H_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid = —
73.0 14.00 14.50
m/z 55.00 75.39%
5000
‘L 199.0
sollilizsn | o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BPO51325.M Thu May 29 06:07:20 2025 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.657 6.23 ng 366766  Acenaphthene-d10 14.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
3 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 64
4 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 56
5 Benzenamine, N-(3-pyridinylmethy... 182 C12H10N2 029722-97-2 53
Abundance Scan 2137 (15.657 min): BP024815.D\data.ms (-2132) (- m/z 105.00 100.00%
105.0
182.0
5000
— —
39 15.50 16.00
(
o Pde b L 2011 3408 4150 48915461 /7 76.95  65.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 —— ——
15.50 16.00
m/z 182.00  59.12%
02?0 ‘ I
\\‘\‘\\l\\‘\\\\‘h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0
— —
15.50 16.00
5000 182.0 m/z 51.00 26.43%
329 0 | |
O+ e b e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl- —r— —r—
105.0 15.50 16.00
m/z 181.05 10.41%
5000 182.0
8.0
oblbd LI 2720
A e e i =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

8270E-BPO51325.M Thu May 29 06:07:21 2025 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.M

Quant Title

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

sk ok ok K ok 3 ok ok oK ok K ok K ok 3 ok ok K ok 3 oK 3 oK 3 oK ok K ok 3 ok ok oK K oK ok o oK oK oK kK ok Kk ok K K

Peak Number 4 (E)-4-(3-Hydroxyprop-1-en-1...

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ok ok K ok K ok oK K oKk Kk Kk

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.492 2.58ng 136867 Phenanthrene-dio 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 (E)-4-(3-Hydroxyprop-l-en-1-yl)-... 189 ClOH1203 032811-40-8 68

2 Benzene, 1-methyl-3-[(2-methylpr... 180 C11H16S
3 3-Piperidinamine, 1-(1-methyl-1H... 180 C9H16N4
4 Benzene, 1-methyl-4-[(2-methylpr... 180 C11H16S

5 3-Piperidinamine, 1-(1-methyl-1H... 252 C12H24N4Si

054576-36-2 46
1251330-45-6 46
054576-37-3 41
1000470-29-5 38

Abundance Scan 2279 (16.492 min): BP024815.D\data.ms (-2273) (-
137.0

77.0
5000

m/z 137.00 100.00%

-

16.50

ol M\M 2231 3299 400.8 4753 545.
MALLNEZE " 2R 4008 4758 545,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54484: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0

5000

m/z 124.00  83.56%

k

16.50

HﬂkTMJthl

‘\\\1’\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #54822: Benzene, 1-methyl-3-[(2-methylpropyl)thio]-
124.0

o

m/z 180.05 62.66%

=

1&50

5000

iy

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

Abundance #55604: 3-Piperidinamine, 1-(1-methyl-1H-pyrazol-4-yl)-
124.0

45.0
h“ h il ol 182.0

o

m/z 77.00 52.91%

-

16.50

42.0
5000

m/z 91.10  45.15%

3

0 MWLMﬂ»

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

T
16.50

8270E-BPO51325.M Thu May 29 06:07:22 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49

Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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.
18.010  33.29 ng 1763330  Phenanthrene-d10 17.069
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Undecanoic acid 186 C11H2202 000112-37-8 76

Abundance Scan 2537 (18.010 min): BP024815.D\data.ms (-2531) (-

3

m/z 73.00 100.00%

-

5000
213.2
[
Misnl, e
ol ik ‘w\w_w‘w"?‘41“‘3‘5“?9‘f'rzf"l”?’?%?w m/z 43.05 82.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 T
18.00
H‘ 57.0 m/z 60.00 82.54%
O‘\\J!“"J \l\““\h\“\l\“\\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #92069: Tridecanoic acid
73.0
e ‘
18.00
5000 ITI/Z 55.05 71.56%
171.0
O}MﬂJ}M““‘J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid T
73.0 18.00
m/z 41.10 71.30%
5000
185.0
sl 4
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BPO51325.M Thu May 29 06:07:23 2025 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 6 3,5-Dimethoxy-4-hydroxycinn...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.298 3.84 ng 203219  Phenanthrene-di10 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204

087345-53-7 96

2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 93
3 Diisopropyl-silyloxybenzene 208 C12H200Si 1000292-68-7 49
4 Imidazo[5,4-e][1,4]diazepine-4,7... 208 C9H12N402 144105-22-6 49
5 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 42
Abundance Scan 2586 (18.298 min): BP024815.D\data.ms (-2582) (- m/z 208.00 100.00%
208.0
5000 137.0
77.0
T —
3 L “H " H 282.0342.2 429.1 _ 537.2 s o0 ok
o ”“PWWM‘HMHﬂwuuq‘uC_“WHH“H‘M“H‘H“M m/z 165.00  65.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 e —
18.00 18.50
65.0 1370 l m/z 137.08  51.67%
0l”u‘\"'l“‘l“\thl‘IJ’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
T —
18.00 18.50
5000 m/z 180.00  36.84%
137.0
77.0
TV
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84986: Diisopropyl-silyloxybenzene T —
137.0 18.00 18.50
m/z 77.00 31.11%
5000
208.0
77.0 ‘
0 Hw‘HkW‘Lm"H"H"M“W“H,‘H“H“M“W“H“ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BPO51325.M Thu May 29 06:07:23 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49

Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.M
: 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 +trans-Sinapyl alcohol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.357  6.04ng 319917 Phenanthrene-dio 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 Cl1H1408 020675-96-1 93

2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 74
3 Syringylacetone 210 C11H1404 019037-58-2 58
4 Altretamine 210 C9H18N6 000645-05-6 38
5 9-Methyl-1-phenazinol 210 C13H1eN20 013860-43-0 38

5000
77.0

th“mmmm

b

o

Abundance Scan 2596 (18.357 min): BP024815.D\data.ms (-2592) (-
167.0

280.9 356.2414.8475.0535.0

m/z 167.00 100.00%

-

18.00 18.50

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

Abundance #86880

21

: trans-Sinapyl alcohol
0.0

m/z 210.10  86.95%

-

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

5000
14 18.00 18.50
77.0 H m/z 149.00  36.54%
O%!““““l.t‘mnl“.lmﬁhﬂ[ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcoho
210.0
— —T
18.00 18.50
5000 77.0 m/z 154.00 31.33%
149.
R E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86874: Syringylacetone - —7
167.0 18.00 18.50
m/z 182.00  29.10%
5000
430 106P ‘
O‘H"WMNW‘H“H"_‘H“H“H‘W“H“H‘M“W“H“ — —

18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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, 2-(2-hyd... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.339 7.49 ng 849292  Chrysene-di12 21.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2763 (19.339 min): BP024815.D\data.ms (-2757) (- m/z 73.00 100.00%
5000
241.2
— —
HI | 1710 ‘ 19.00 19.50
O AL L1 L1y 1 3267 401.04610 5349 /7 43,65  96.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 = —
19.00 19.50
’ 284.0 m/z 60.00 82.24%
O‘\\"\ ’JHIJ‘HIII\“\\!‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
= —
19.00 19.50
5000 129.0 m/Z 57.10 79.25%
H 213.0
- Hw Hm_m‘“um,uH,w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e =5 ——
43.0 19.00 19.50
m/z 55.00 76.05%
5000 284.0
‘ 129.0
o,mnmﬂ‘sjzo ) e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.163 3.44 ng 390402  Chrysene-d12 21.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 1-Hexacosanol 382 C26H540 000506-52-5 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 90
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 83

Abundance Scan 3073 (21.163 min): BP024815.D\data.ms (-3069) (- m/z 57.10 100.00%
7.1

5
226.0
5000

T T
21.00 21.50

2
343.1
om_m‘fﬂumﬂwmw“”H“Hf“‘?‘f‘:?f’ﬂ?s?ww m/z 43.10  80.43%
m/z--> 0 50 100150 200 250 300 350400 450500550 600 650
Abundance #104594: Cyclohexadecane
55.0
5000 — ——

21.00 21.50
m/z 55.00 74.62%

5.0
‘ l 224.0
‘H‘\LH \H‘H\!“H\HJ‘H\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

T T
21.00 21.50

o

5000 m/z 97.05 71.51%
0 L ( %;?‘ ?5%0 369.0 648.(
e e et e e T e e
m/z--> 0 50 100150200250 300 350400 450500550 600 650
Abundance #289620: 1-Hexacosanol T —
57.0 21.00 21.50

m/z 83.05 69.67%

B AN/L
9.0
4.
| Jﬂ 20002800 340

UTVEE S EETNbuewits oo O RN — -
m/z--> 0 50 100150200 250 300 350400450 500550600 650 21.00 21.50

8270E-BPO51325.M Thu May 29 06:07:26 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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@ Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.457 3.41 ng 352736  Perylene-d12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 94
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 3633 (24.457 min): BP024815.D\data.ms (-3628) (- m/z 252.10 100.00%
252.1
w M\A
AU
125.0 24.50
o A30 il 1860, |  342.9402946135230 ./, 250,05  27.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138554: Benzo[e]pyrene
252.0
5000 ]
24.50
m/z 253.10 21.97%
125.0
oh. 830 || 187.0, |
‘\\\\’\\\\‘f\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138551: Perylene
252.0
——
24.50
5000 m/z 125.00 10.33%
125.0
ol7.0 | 1870, |
B e e A mm e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138565: Benzo[Kk]fluoranthene —
252.0 24.50
m/z 251.05 10.32%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052825\
Data File : BP©24815.D

Acqg On : 28 May 2025 14:49
Operator : RC/JU

Sample : Q2128-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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-... 4.816 6.5 ng 151761 1 7.646 466782 20.0
Octadecanoic acid  14.187 16.6 ng 979635 3 14.275 1176730 20.0
Benzophenone 15.657 6.2 ng 366766 3 14.275 1176730 20.0
(E)-4-(3-Hydrox... 16.492 2.6 ng 136867 4 17.069 1059270 20.0
n-Hexadecanoic ... 18.010 33.3 ng 1763330 4 17.069 1059270 20.0
3,5-Dimethoxy-4... 18.298 3.8 ng 203219 4 17.069 1059270 20.0
trans-Sinapyl a... 18.357 6.0 ng 319917 4 17.069 1059270 20.0
Octadecanoic ac... 19.339 7.5 ng 849292 5 21.492 2268330 20.0
Cyclohexadecane 21.163 3.4 ng 390402 5 21.492 2268330 20.0
Benzo[e]pyrene 24.457 3.4 ng 352736 6 24.762 2071840 20.0

8270E-BP051325.M Thu May 29 ©6:07:26 2025
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