LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc . OR-646-COMP-52

ALS vial : 8 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@24831.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.805 287 292 301 rVB 199551 270260 3.27% 0.473%
2 5.269 363 371 389 rBV 2012649 3016415 36.55% 5.274%
3 6.840 631 638 654 rVB 1831916 3037990 36.81% 5.311%
4 7.634 764 773 781 rBV 436203 660395 8.00%  1.155%
5 8.728 948 959 963 rBV 76224 123404 1.50% 0.216%

6 8.787 963 969 986 rVB 1229933 2029963 24.59%
7 9.804 1137 1142 1149 rVB3 49685 89462 1.08%
8 10.404 1232 1244 1249 rBV 547568 929714 11.26%
9 10.452 1249 1252 1258 rVB2 68020 100134 1.21%
10 12.887 1658 1666 1681 rBV 3118434 4690146 56.82%
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11 14.275 1897 1902 1908 rBV 919124 1224319 14.83%
12 15.110 2036 2044 2054 rBV2 269271 475529 5.76%
13 15.669 2129 2139 2151 rBV 500937 848472 10.28%
14 15.804 2155 2162 2173 rVV 3134304 4883219 59.16%
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15 16.486 2274 2278 2284 rVB4 58787 100975 1.22% 177%
16 16.763 2319 2325 2326 rBV 284858 374078 4.53% 0.654%
17 16.810 2330 2333 2338 rVB 261607 374475 4.54%  ©.655%
18 16.886 2343 2346 2348 rVWV 82004 95626 1.16% ©.167%
19 16.928 2348 2353 2356 rVB 91327 142041 1.72% 0.248%
20 17.081 2374 2379 2394 rVB2 1118807 1566824 18.98% 2.739%

21 17.781 2494 2498 2504 rVB3 87797 147449 1
22 18.028 2534 2540 2548 rBV 1868637 2584056 31.
23 18.092 2548 2551 2557 rVB 143751 222982 2.70%
24 18.322 2586 2590 2595 rBV 137883 223280 2
25 18.375 2595 2599 2609 rVB2 111585 240604 2
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26 18.463 2610 2614 2619 rBVS5 56941 113436 1.37%
27 18.533 2619 2626 2634 rVB2 214677 552605 6.70%
28 19.357 2761 2766 2770 rBV 794311 1090500 13.21%
29 19.422 2772 2777 2795 rVB 988151 2449705 29.68%
30 19.763 2829 2835 2836 rBV 96050 158041 1.91%
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31 19.804 2837 2842 2850 rVB 6365272 8253901 100.00% 14.431%
32 20.622 2977 2981 2984 rBV 399419 493978 5.98%
33 20.674 2984 2990 2991 rVWW 699043 1112716 13.48%
34 20.710 2994 2996 3003 rVB 839311 1225105 14.84%
35 21.174 3071 3075 3083 rVB 412727 618311  7.49%

P NR O
[y
i
N
R

36 21.516 3127 3133 3139 rBV2 1252261 2095840 25.39% 3.664%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc . OR-646-COMP-52

ALS vial : 8 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

37 21.839 3180 3188 3200 rVB 1308835 2790464 33.81% 4.879%
38 22.374 3276 3279 3292 rVB3 210132 480487 5.82%  0.840%
39 23.116 3395 3405 3409 rBV 522848 1894866 22.96%  3.313%
40 23.263 3425 3430 3451 rVB3 467324 1634992 19.81% 2.859%
41 24.680 3665 3671 3680 rVB 644807 1671996 20.26%  2.923%

42 24.780 3681 3688 3701 rVB2 705891 2107978 25.54%  3.685%

Sum of corrected areas: 57196733
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc . OR-646-COMP-52

ALS vial : 8 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: BP024831.D\data.ms

6000000
5000000
4000000

3000000

2000000 5269 6.840

8.787

1000000
7.634 10.404

4.805 ] 8.728 9.804 10l452

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

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: BP024831.D\data.ms

19.804
6000000

5000000

4000000
15.804

3000000
2000000 18.028 21.594.839
1000000 14.275 " 081 97
15.6 3 : : 22.374
15.110 1648 177@ g N

o‘mWm‘H‘Wm_‘H‘m‘_‘H_H‘_m_m_m_m RS SN

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: BP024831.D\data.ms

6000000
5000000
4000000
3000000
2000000

1000000, 23281863 244360

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

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\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc . OR-646-COMP-52

ALS vial : 8 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 11
R.T. EstConc Area Relative to ISTD R.T.
4.805 8.18 ng 270260 1,4-Dichlorobenzene-d4 7.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 292 (4.805 min): BP024831.D\data.ms (-287) (-) m/z 43.00 100.00%

43.0
5000
101.0
T T
4.40 4.60 4.80 5.00 5.20
ol Al .| 164922302819 35514149 4912 ./ 5505 63.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R B i
4.40 4.60 4.80 5.00 5.20
m/z 101.00 26.19%
| 101.0
JI‘\ A

‘ [\\\‘\"\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime
43.0

4.40 4.60 4.80 5.00 5.20
5000 m/z 58.00 15.40%
101.0

JM ‘

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T T
59.0 4.40 4.60 4.80 5.00 5.20

m/z 41.00 9.73%

5000

126.0

2

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc OR-646-COMP-52

ALS vial : 8 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 o-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.728 3.74 ng 123404 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 p-Cymene 134 C1oH14 000099-87-6 91

Abundance Scan 959 (8.728 min): BP024831.D\data.ms (-948) (-) m/z 119.05 100.00%
1191

-

5000
390 || ‘ 8.40 8.60 8.80 9.00
Ok Ly 2069 280.9 354.8 4321 5267 .., 134,05  29.57%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: o-Cymene
119.0
5000
8.40 8.60 8.80 9.00
m/z 91.00  19.06%
41.0 ‘

\Hln”. L]
T

[T \‘\‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘\

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

-

Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
A EEEaETEC:
8.40 8.60 8.80 9.00
5000 ITI/Z 117.05 15.98%
39.0 ‘ ’ ‘
S
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- e A RRRRRNEER
119.0 8.40 8.60 8.80 9.00
m/z 114.95 10.42%
5000
51.0} ’
‘mk“,‘u“"m‘”“\ R RRaa R R A SO T
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc OR-646-COMP-52

ALS vial : 8 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 7
R.T. EstConc Area Relative to ISTD R.T.
15.669 13.86 ng 848472  Acenaphthene-die 14.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
3 Azobenzene 182 C12H16N2 000103-33-3 64
4 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 40
5 2,4,6-Trimethoxytoluene 182 C10H1403 014107-97-2 30

Abundance Scan 2139 (15.669 min): BP024831.D\data.ms (-2129) (- m/z 105.00 100.00%

105.0
181.9
5000
—— —
41 . 15.50 16.00
Olrrer bt b Ly 281034113998 4767 5470 /7 77.00  64.08%
m/z--> 0 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 181.95 59.63%
27.0 | ‘
‘\\\1‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 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 ITI/Z 51.00 24 .58%
32" I L
et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56773: Azobenzene = ==
77.0 15.50 16.00
m/z 181.05 9.98%
5000
182.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc OR-646-COMP-52

ALS vial : 8 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 4 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.763 4.77 ng 374078 Phenanthrene-d10 17.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Hexacosane, 1-iodo- 492 (C26H53I 1000406-32-1 91
4 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 90
5 11-Methylpentacosane 366 C26H54 015689-71-1 90

Abundance Scan 2325 (16.763 min): BP024831.D\data.ms (-2319) (- m/z 57.10 100.00%

57.1
5000

I
\\1 16.50 17.00

0 Mwm‘ (97,1 265.8323.1380.14376 _ 5349 ./, 71.05 69.45%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000 —— s
16.50 17.00

m/z 43.05 61.80%

|L[TT 1970 2670 3380
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0

1650 17b0
5000 m/z 85.05 54.17%
LR 2100 900 J/\Wk
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #336598: Hexacosane, 1-iodo- =T —
57.0 16.50 17.00

m/z 55.00  24.24%

ﬂ l‘ f\ | 197.0 2810 3650

|

— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

8270E-BPO51325.M Fri May 30 04:17:58 2025 Page: 7



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP052925\

Data File : BP©24831.D

Acqg On : 29 May 2025 16:26
Operator : RC/JU

Sample : Q2136-01

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

OR-646-COMP-52

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Tridecane, 1-iodo- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.810 4.78 ng 374475  Phenanthrene-d10 17.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
5 11-Methylpentacosane 366 C26H54 015689-71-1 91

Abundance Scan 2333 (16.810 min): BP024831.D\data.ms (-2330) (- m/z 57.10 100.00%
57.1

-

5000
‘ 16.50 17.00
127.1 . .
- W J‘m biy 2112 205.3353.24138475.15349 /7 7110 70.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000

= ‘ ‘
16.50 17.00
m/z 43.10 58.06%

127.0
| J‘ £ 197.0 2670 3380

‘\\H"\H\‘\H\‘A\‘H‘l\“\‘\‘\‘\‘\\\\‘HH‘HH‘\\H‘\\H‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-

57.0

-

— ‘ ‘
16.50 17.00
5000 m/z 85.10 54.02%

183.0

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

-

Abundance #194590: Heneicosane = ‘ ‘
57.0 16.50 17.00
m/z 41.05 24.99%
B M/\MM
ALLLIPTE q070 2060
e e A e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc . OR-646-COMP-52

ALS vial : 8 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 6 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.028 32.98 ng 2584060  Phenanthrene-d10 17.081
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 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2540 (18.028 min): BP024831.D\data.ms (-2534) (- m/z 73.00 100.00%
73.0

5000
213.2
o i
oL s
ol JLMMJ‘ A1, #81.0343.1 42904883546 /7 43.05 82.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — :
18.00
m/z 60.00 81.15%

]

hm\‘l“

RARREE T \\H‘\\H‘HH‘HH‘\\H‘\\H‘\\H‘HH‘HH‘\

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

Abundance #92069: Tridecanoic acid
73.0
N \
18.00
5000 ITI/Z 41.05 70.11%
171.0
| ; ]HJII\.\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid T I
73.0 18.00

m/z 55.05 70.03%

5L Umuépﬁro “””Ak”vj

[
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BP@51325.M Fri May 30 04:18:00 2025 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc OR-646-COMP-52

ALS vial : 8 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 7 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.322 2.85 ng 223280  Phenanthrene-di10 17.081
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 2-Allyl-3-ethoxy-4-methoxyphenol 208 C12H1603 1000122-70-6 62
4 Asarone 208 C12H1603 002883-98-9 49
5 .beta.-Asarone 208 C12H1603 005273-86-9 45
Abundance Scan 2590 (18.322 min): BP024831.D\data.ms (-2586) (- | m/z 208.05 100.00%
208.1
77.0
— —
L H 282 1 T
Abblbd by A 2821 3550 42894891546 ./, 165 66  57.50%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 — —
18.00 18.50
650 1370 ‘ m/z 137.00  48.48%
T \“\U}H\\A}h\lh\l‘!h“m\ “‘L“h“J \“‘ T ‘ TTTT ’ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84448: trans-Sinapaldehyde
208.0
— —
18.00 18.50
5000 ITI/Z 77 .00 31.24%
137.0
77.0
TN —
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #84743: 2-Allyl-3-ethoxy-4-methoxyphenol — —
208.0 18.00 18.50
m/z 180.00  29.61%
137.0
5000
43.0
mlz--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50

8270E-BP@51325.M Fri May 30 04:18:01 2025

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc . OR-646-COMP-52

ALS vial : 8 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 trans-Sinapyl alcohol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.375 3.07 ng 240604  Phenanthrene-di10 17.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 95
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 91
3 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 47
4 1-Chloromethyl-3-(1,1-dimethylet... 182 C11H15Cl 038580-79-9 27
5 4-((2R,5S)-7-(Phenylsulfonyl)-1-... 351 C18H25N04S 1465869-04-8 22

Abundance Scan 2599 (18.375 min): BP024831.D\data.ms (-2595) (- m/z 167.00 100.00%
167.0

5000
77.0

5

1800  18.50
3109
N,‘“""ﬂ'\“ﬂﬂ““““t 2005073864 47515333 /7 210.05  88.57%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcohol
210.0
5000 — —
14 18.00 18.50
77.0 T m/z 154.00  38.15%
RMWWII!L‘“LJ“.IMLh“‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcohol
210.0
— —
18.00 18.50
5000 77.0 m/z 149.00 31.57%

1 MU \} \\L.“wl“ﬂi” e

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

Abundance #86899: 4-Ethoxy-2,5-dimethoxybenzaldehyde
210.0 18.00 18.50

m/z 77.00  25.35%

:

5000 136.0

-

69.0 ‘
|

RNl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc . OR-646-COMP-52

ALS vial : 8 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 1,4-Benzenedicarboxylic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.533 7.05 ng 552605 Phenanthrene-d10 17.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 91
2 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 87
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 72
4 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 58
5 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 49
Abundance Scan 2626 (18.533 min): BP024831.D\data.ms (-2619) (- ' m/z 70.10 100.00%
70.1 1490 261.1
5000
T \
TN R -
ob bbb L 3407 4292 5028 1/ 149,00 90.01%
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
5000 ‘18‘50‘ \
261.0 ;
m/z 261.10 86.75%
J“IL“\J\\}WW \\\\‘\3\3\3\"0\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295629: Isophthalic acid, di(4-octyl) ester
261.0
R T
167.0 18.50 ]
5000 m/z 112.05  54.94%
41.0 1040 | |
A e B A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester R ‘
261.0 18.50
m/z 167.00  45.38%
5000 70.0
149.0
m“‘Hm‘w‘Mu‘ulm“‘u‘w A —
mlz--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc OR-646-COMP-52

ALS vial : 8 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 10 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.357 10.41 ng 1090500  Chrysene-d12 21.516
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 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 2766 (19.357 min): BP024831.D\data.ms (-2761) (- m/z 73.00 100.00%
73.0

5000
241.2

-

‘ 17101 ‘
ol h\.Hml Ll L3270 4148 4859549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid

19.00 19.50
m/z 43.05 93.22%

129.0

N
W
o

5000
19.00 19.50

284.0 m/z 60.00 82.35%

“‘““h m P ‘\

[T \\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid

[o)]
= T
o

19.00 19.50
5000 129.0 m/z 57.10  78.54%

bidiih,

\H\\ L L

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

.

Abundance #126199: Pentadecanoic acid
73.0 19.00 19.50
m/z 55.05 76.14%
5000
OL } 199.0
Lol ———

5.
R RRER Hu‘mWm“m‘m“‘m“m‘uu“m“

[
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\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc OR-646-COMP-52

ALS vial : 8 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 11 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.422  23.38 ng 2449710  Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 95
4 13-Methylheptacosane 394 C28H58 015689-72-2 94
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2777 (19.422 min): BP024831.D\data.ms (-2772) (- m/z 57.10 100.00%

57.1
5000
1 Hdsd
‘ 197.2 :
o_m_M‘JW‘wH“,““2‘67"7‘1‘_3‘3?7‘3””f“??"-?”?‘?‘?‘aqw m/z 71.1e  72.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane
57.0
5000 L

19.50
m/z 43.10 61.22%

“ L) FF7°1970 296.0

‘\\H[\Hr L R R N R N R R R AR R R RN

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

-

Abundance #262017: Heptadecane, 9-octyl-
57.0
19.50
5000 m/z 85.10 54.08%
1 239.0
| ['¢7 308.0
Ban _‘H“H“H‘w“u‘H“_“W‘H“H“_‘H“H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo- —
57.0 19.50
m/z 55.10  23.38%
5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc OR-646-COMP-52

ALS vial : 8 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 12 Hexanedioic acid, bis(2-eth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.622 4.71 ng 493978  Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91
2 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90
3 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 64
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 62
5 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 58
Abundance Scan 2981 (20.622 min): BP024831.D\data.ms (-2977) (- | m/z 129.00 100.00%
129.0
50001 574
== —
| } “ | \H{ | 2411 3069 430.2490.1548. 2050 2199
0 e e e m/z 57.10 40.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #279382: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 — TS
57.0 20.50 21.00
m/z 55.00  28.82%
il 20
\‘\\H‘\\\‘I‘\}\f\ \l‘f\\\‘\\\f“‘T\\\‘\\.\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester
129.0
—— —
20.50 21.00
5000 m/z 70.05 25.73%
241.0
57.0
STV UTIR NI E =T S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217201: Adipic acid, 2-ethylhexyl isobutyl ester 7 —
129.0 20.50 21.00
m/z 71.05  25.34%
5000
57.0
L 210 )
mlz--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc . OR-646-COMP-52

ALS vial : 8 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 13 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.674 10.62 ng 1112720  Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 2990 (20.674 min): BP024831.D\data.ms (-2984) (- m/z 57.10 100.00%

57.1
5000

T
20.50 21.00

1
197.1
0 ““““m”‘ JmuhH"‘H‘“2‘7‘5“1‘”“_3?%“‘”““?‘1‘?‘”54?‘ m/z 71.10  71.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
587.0
5000 e ——
20.50 21.00

m/z 43.10 62.10%

‘ 1 239.0
\\“\\\\J“\\J\\l‘l\%\\‘\\\l\‘\\2\9\6‘\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141063: Heptadecane, 3-methyl-

57.0

T
20.50 21.00

5000 m/z 85.05 54.59%
\ 70 2250
w‘ J“”w‘LM“‘H\‘m‘\H“w“w“ww‘w‘\w“w“w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane T T
57.0 20.50 21.00

m/z 41.05 23.46%

1
J‘ EI | \1 or. 0 267.0 338.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc OR-646-COMP-52

ALS vial : 8 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 14 Disulfide, di-tert-dodecyl Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.710 11.69 ng 12251160 Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptacosane 380 C27H56 000593-49-7 89

Abundance Scan 2996 (20.710 min): BP024831.D\data.ms (-2994) (- m/z 57.10 100.00%

57.1
5000

. —=
127.1 2050  21.00

N ‘ H‘”H 197.2 2811 3550414.3475.3534.9

e b L 2R S0 359:0414.3479.3534.9

m/z 71.10 71.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000 = —
20.50 21.00

m/z 85.10  65.20%

127.0
338.0
‘\\\\‘\I.J‘\‘J‘\Jﬁ‘\\\1“““\1\97.\‘0\‘\‘\2‘6\?.\0\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #303744: Disulfide, di-tert-dodecy
57.0

—T T
20.50 21.00

5000 m/z 43.10 57.84%

169.0
b s 4020
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #194590: Heneicosane — —
57.0 20.50 21.00

m/z 55.00  24.42%

ILPTRJWO 296.0
‘ T

‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BPO51325.M Fri May 30 04:18:09 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc . OR-646-COMP-52

ALS vial : 8 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 15 9-Tricosene, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.174 5.90 ng 618311 Chrysene-di12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 95
2 1-Hexacosanol 382 C26H540 000506-52-5 95
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 94
4 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 94
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 94
Abundance Scan 3075 (21.174 min): BP024831.D\data.ms (-3071) (- ' m/z 57.10 100.00%
57.1
125.1 — —
L 196.1 266.9 329.1386.9 2100 2150
o ‘HH_‘uMmWmf’?‘?f’_HWH_H"T?Q‘?W?“‘?:‘ m/z 43.10  90.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227238: 9-Tricosene, (Z)-
57.0
5000 —— P
21.00 21.50
125.0 m/z 55.00 82.11%
lp——s
‘\\‘\‘\‘\\J\\‘\\\\‘I\‘A\I\\"\?\0\\\2‘6\4\.\()\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289620: 1-Hexacosano
57.0
— —
21.00 21.50
5000 m/z 83.10 77.03%
{ 125.0
364.0
_mtu 4 MH TG Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320429: Tricosyl trifluoroacetate T —
57.0 21.00 21.50
m/z 97.05 73.02%
5000
125.0
e e R e e e ——
mlz--> 0 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_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc OR-646-COMP-52

ALS vial : 8 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 16 Docosane, 11-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.839 26.63 ng 2790460  Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3188 (21.839 min): BP024831.D\data.ms (-3180) (- m/z 57.10 100.00%
57.1
— —
H\F\ 169.1225.2 20513514 21.50 22.00
oL A LT 2207 29913014 4225 4923 /7 71010 72.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 — =
21.50 22.00
m/z 43.10 59.14%
|1} 500225 026103380
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
— —
21.50 22.00
5000 m/z 85.10 56.05%
113.0 239.0
|17 7189.0 233006 0352 0
“"H“H“_“w"H“H“H“_“w“u“u“u“,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- —_ =
57.0 21.50 22.00
m/z 55.10 24.26%
13.0
LT zo0 390sgeo o
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52925\
BP024831.D

: 29 May 2025 16:26

: RC/JU

1 Q2136-01

: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

OR-646-COMP-52

: 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 17 Dotriacontane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
22.374 4.59 ng 480487  Chrysene-di12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane 451 C32H66 000544-85-4 97
2 Octadecane 254 C18H38 000593-45-3 94
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 93
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 89
5 Tetracosane 338 C24H50 000646-31-1 89

Abundance Scan 3279 (22.374 min): BP024831.D\data.ms (-3276) (-
57.1

m/z 57.10 100.00%

-

5000
‘ ‘ 22100 2250
o 'e‘i_‘“‘!wwwwwm_‘H‘Hu‘;‘f“”rf’:“"wrr?”r?; m/z 43.10  76.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #325755: Dotriacontane
57.0
5000 — ——
22.00 22.50
m/z 71.10 71.90%

\‘ | ” J .H1 702670 337.0 450.0

\H\’\I\H‘H\\‘\\H‘HH‘H\\‘\\H‘H\\‘\H\[H\\‘\H\‘\

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

d

Abundance #141056: Octadecane
57.0
— ——
22.00 22.50
5000 m/z 85.10 59.39%
\“ ”I\‘] 19602540 \\JL\%
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287348: Octadecane, 1-iodo- “ T
57.0 22.00 22.50
m/z 55.00 29.76%
253.0
i |
x,’\m?’soo — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc OR-646-COMP-52

ALS vial : 8 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 18 Heneicosane, 11-decyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.116 18.08 ng 1894870  Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane 451 C32H66 000544-85-4 98
2 Tetracosane 338 C24H50 000646-31-1 97
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 93
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 3405 (23.116 min): BP024831.D\data.ms (-3395) (- | m/z 57.10 100.00%
57.1
5000 N/\/\\
— —
‘ ’ | W?. 1972 2670 23.00 23.50
ol L 08 ) 34103983 47725401 4,7 71.10  72.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #325755: Dotriacontane
57.0
5000 —— ——
23.00 23.50
m/z 85.10 59.14%
1 }’ .\ L1970 2670 337.0 4500
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
— T —
23.00 23.50
5000 m/z 43.10 58.25%
H ‘mwmwm m\‘\\\\‘\\H‘HHWHWHWH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- — —
57.0 23.00 23.50
m/z 55.05 24.44%
h W/\,\/kv\
i P 2390
I
“"‘H“H“H"_"w“H“H“H“_“w“u“u“‘ —— —
mlz--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

29

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
BP024831.D

May 2025 16:26

: RC/JU
: Q2136-01

. 8

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

OR-646-COMP-52

: 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 19 1-Methoxyhexacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.263 15.511ng 1634990 Perylene-d12 24.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxyhexacosane 396 Ca7HSG0 237742-59-5 94
2 1-Heptacosanol 396 C27H560 002004-39-9 93

410 C28H580
452 C30H6002
394 C22H41F302

000557-61-9 93
018206-97-8 90
1000351-75-2 90

3 Octacosanol
4 Octacosyl acetate
5 Eicosyl trifluoroacetate

Abundance Scan 3430 (23.263 min): BP024831.D\data.ms (-3425) (- m/z 57.10 100.00%
57.1
5000 ¢\w%¢/ﬁ\\ﬁ\R\M«M/
125.1
o e
23.00 23.50
209.0 275.1 394.4
\f”JJJmWH'""33734608?185, m/z 97.10 95.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299852: 1-Methoxyhexacosane
83.0
5000 — —
23.00 23.50
m/z 69.10 89.71%
364.0
27,00 1111 1'P30210.0 2780
\1\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosano
57.0
P o
23.00 23.50
5000 m/z 83.10 87.87%
125.0
(UL | 181.0238.0204.0 378.0
B R SRR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308226: Octacosanol — —
83.0 23.00 23.50
m/z 43.10 86.59%
5000 F\MM$//N\/\\MJ/\K~M
27.0/| || 1'7%0209.0 278.0335.03920
e e ; ; —
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_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc OR-646-COMP-52

ALS vial : 8 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 20 Hexadecane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.680 15.86 ng 1672000 Perylene-di12 24.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 95
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 93
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 91
5 Dotriacontane 451 C32H66 000544-85-4 91

Abundance Scan 3671 (24.680 min): BP024831.D\data.ms (-3665) (- m/z 57.10 100.00%

57.1
5000

—
”1 ; 24.50 25.00
Ll i

197 1
ol LA TILL 1971 2810 3653 4609 5373 1. 71 05  75.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #261135: Hexadecane, 1-iodo-
57.0

5000 LI ]
24.50 25.00
225.0 m/z 85.10 59.28%
1 70
| ‘ 352.0
‘\\\1‘\!1!]!\\!‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320594: Heneicosane, 11-decyl-
57.0
T —
24.50 25.00
5000 m/z 43.10 56.43%
295.0
127.0 \
oo | s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- — —
57.0 24.50 25.00

m/z 55.05 23.58%

- JW\A
L[FS 2

0.0 3090547 o

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052925\
Data File : BP024831.D

Acqg On : 29 May 2025 16:26

Operator : RC/JU

Sample : Q2136-01

Misc . OR-646-COMP-52

ALS vial : 8 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-... 4.805 8.2 ng 270260 1 7.634 660395 20.0
o-Cymene 8.728 3.7 ng 123404 1 7.634 660395 20.0
Benzophenone 15.669 13.9 ng 848472 3 14.275 1224320 20.0
Tetracosane 16.763 4.8 ng 374078 4 17.081 1566820 20.0
Tridecane, 1-iodo- 16.810 4.8 ng 374475 4 17.081 1566820 20.0
n-Hexadecanoic ... 18.028 33.0 ng 2584060 4 17.081 1566820 20.0
3,5-Dimethoxy-4... 18.322 2.9 ng 223280 4 17.081 1566820 20.0
trans-Sinapyl a... 18.375 3.1 ng 240604 4 17.081 1566820 20.0
1,4-Benzenedica... 18.533 7.0 ng 552605 4 17.081 1566820 20.0
Octadecanoic acid 19.357 10.4 ng 1090500 5 21.516 2095840 20.0
Heneicosane 19.422 23.4 ng 2449710 5 21.516 2095840 20.0
Hexanedioic aci... 20.622 4.7 ng 493978 5 21.516 2095840 20.0
Heptadecane, 9-... 20.674 10.6 ng 1112720 5 21.516 2095840 20.0
Disulfide, di-t... 20.710 11.7 ng 1225110 5 21.516 2095840 20.0
9-Tricosene, (Z)- 21.174 5.9 ng 618311 5 21.516 2095840 20.0
Docosane, 11-bu... 21.839 26.6 ng 2790460 5 21.516 2095840 20.0
Dotriacontane 22.374 4.6 ng 480487 5 21.516 2095840 20.0
Heneicosane, 11... 23.116 18.1 ng 1894870 5 21.516 2095840 20.0
1-Methoxyhexaco... 23.263 15.5 ng 1634990 6 24.780 2107980 20.0
Hexadecane, 1-i... 24.680 15.9 ng 1672000 6 24.780 2107980 20.0
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