LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
Data File : BGO64721.D

Acqg On : 7 Nov 2025 18:15
Operator : RC/JU

Sample : Q3551-01

Misc :

ALS Vvial : 10 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_ G\Methods\8270-BG102425.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO64721.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.177 9 15 23 rBV2 50913 106287 3.51% 0.465%
2 3.259 23 29 50 rVB 1348154 2156684 71.32% 9.436%
3 5.733 443 450 460 rBvV 188276 324291 10.72% 1.419%
4 6.826 629 636 645 rBV 546310 855749 28.30%  3.744%
5 7.066 667 677 686 rVB2 14934 32345 1.07% 0.142%
6 7.337 715 723 736 rBv2 97082 217032 7.18% 0.950%
7 8.200 864 870 876 rBV 115159 193604 6.40% 0.847%
8 8.635 938 944 952 rVB 43767 77540 2.56% 0.339%
9 8.952 991 998 1002 rBV2 31475 60499 2.00% 0.265%
10 9.364 1060 1068 1078 rBV 318865 599870 19.84% 2.625%
11  9.440 1078 1081 1092 rVB7 15472 34931 1.16% ©0.153%
12 9.593 1101 1107 1120 rBV 27848 58815 1.94% 0.257%

13 10.457 1208 1254 1258 rBV2 353305 2504360 82.82% 10.957%
14 11.027 1341 1351 1357 rBV 148732 286379 9.47% 1.253%
15 11.367 1402 1409 1428 rBV 332667 681760 22.55% 2.983%

16 11.555 1434 1441 1447 rBV2 25552 58862 1.95% ©.258%
17 12.249 1552 1559 1563 rW 23473 55825 1.85% ©0.244%
18 12.460 1588 1595 1601 rBV2 58557 130435 4.31% ©.571%
19 12.513 1601 1604 1610 rVB 55960 88769 2.94% ©0.388%
20 13.453 1756 1764 1771 rBV 992020 1530015 50.60% 6.694%

21 14.652 1961 1968 1975 rBV2 56721 98891 3.27%
22 14.763 1981 1987 1992 rBV 214509 425334 14.07%
23 14.822 1992 1997 2013 rVB 298294 547363 18.10%
24 15.227 2058 2066 2084 rBV 219370 426157 14.09%
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25 16.162 2220 2225 2237 rVB 154413 250465  8.28% 096%
26 16.303 2241 2249 2262 rBV 652760 1072220 35.46% 4.691%
27 16.561 2289 2293 2295 rBV 61494 91504 3.03% ©0.400%
28 16.685 2310 2314 2318 rBV2 36492 61217 2.02% ©0.268%
29 16.726 2318 2321 2330 rVB2 32003 61400 2.03% 0.269%
30 16.943 2353 2358 2365 rBv4 36393 66423 2.20% ©0.291%
31 17.560 2456 2463 2475 rVB 399753 645523 21.35% 2.824%
32 17.842 2506 2511 2521 rVV 116350 208346 6.89% 0.912%
33 18.095 2548 2554 2560 rBV2 16497 36459 1.21% 0.160%
34 18.312 2585 2591 2599 rBV5 31951 73219  2.42% 0.320%
35 18.435 2604 2612 2622 rBV2 314489 543502 17.97% 2.378%
36 18.718 2656 2660 2674 rBV3 71150 163185 5.40% ©.714%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
Data File : BGO64721.D

Acqg On : 7 Nov 2025 18:15
Operator : RC/JU

Sample : Q3551-01

Misc :

ALS Vvial : 10 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_ G\Methods\8270-BG102425.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.864 2680 2685 2698 rVB 133191 225814  7.47%  0.988%
38 19.164 2732 2736 2740 rBV2 24637 32759 1.08% 0.143%
39 19.282 2752 2756 2763 rVB2 74162 102528 3.39% 0.449%
40 19.546 2797 2801 2802 rBV3 28368 31099 1.03% 0.136%
41 19.575 2802 2806 2818 rVB3 102421 219691 7.27% 0.961%
42 19.693 2821 2826 2833 rBV 192594 276646 9.15% 1.210%
43 19.945 2866 2869 2878 rVB9 27377 46795 1.55% 0.205%
44 20.110 2893 2897 2899 rBV 114310 143283 4.74% 0.627%
45 20.151 2899 2904 2910 rVB 2223127 3023944 100.00% 13.230%
46 20.316 2927 2932 2938 rBV3 133769 200311 6.62% 0.876%
47 20.416 2945 2949 2952 rBV3 28147 39734 1.31% 0.174%
48 20.468 2955 2958 2964 rVB5 45099 66164 2.19% ©0.289%
49 20.674 2989 2993 2999 rVB3 32365 44580 1.47% 0.195%
50 20.839 3019 3021 3029 rVB5 30643 45745 1.51% ©.200%
51 21.203 3078 3083 3093 rVB 199900 275935 9.13% 1.207%
52 21.455 3121 3126 3133 rVB 112580 174025 5.75% 0.761%
53 21.738 3170 3174 3182 rVB3 51267 86486 2.86% 0.378%
54 21.826 3183 3189 3203 rVB 469085 876387 28.98%  3.834%
55 23.036 3392 3395 3404 rVB9 23587 46440 1.54% 0.203%
56 23.582 3479 3488 3500 rBV 387418 826354 27.33%  3.615%
57 25.151 3745 3755 3767 rBV 306593 907323 30.00%  3.970%

58 27.472 4140 4150 4164 rBV9 91969 338913 11.21% 1.483%

Sum of corrected areas: 22856216
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: RC/JU
: Q3551-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
BGO64721.D
7 Nov 2025 18:15

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BG064721.D\data.ms

8.259

6.826

10.457 11.367

8.200 11.027
7.0676'/3\37 8.638.952 9laup03 | fass5 12 3B

9.364
5.733

17

Time-->

350 4.00 450 500 550 6.00 6.50

L L L L B Y L B

700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 1200 12.50

Abundance

2000000

1500000

1000000

500000

TIC: BG064721.D\data.ms

20.151

13.453

16.303

21.826

14.822
14.76315.227
14.6

19 69
4 21 4
9%904 L%MA /839

Time-->

0+

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

2000000

1500000

1000000

500000

TIC: BG064721.D\data.ms

23.582
25.151

b3.036 27.472

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_G\Data\BG110725\
Data File : BGO64721.D

Acq On : 7 Nov 2025 18:15
Operator : RC/JU

Sample : Q3551-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Cyclopentane, methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.177 10.98 ng 106287 1,4-Dichlorobenzene-d4 8.200

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
2 Cyclohexane 84 C6H12 000110-82-7 86
3 Cyclopropane, propyl- 84 C6H12 002415-72-7 50
4 Cyclobutanone, 2-methyl- 84 C5H80 001517-15-3 45
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 45
Abundance  Scan 15 (3.177 min): BG064721.D\data.ms (-9) (-) m/z 56.00 100.00%
56.0
5000 0 84.0 M
69.0 I RARR R anns s s R SRR
‘ ‘ 3.203.303.403.503.60
H“““H“““q‘k“\ﬂkM“‘u‘_““um‘,“ m/z 41.00 51.47%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl-
56.0
5000 41.0
3.203.303.403.503.60
84.0 m/z 83.95 42.88%
wo P || e
n 1 amn
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
56.0 84.0
A RaaanSEEESEE A
3.203.303.403.503.60
5000 41.0 m/z 55.00 42.34%
69.0
27.0 ‘ ‘
S 2 1T | R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1678: Cyclopropane, propyl-
41.0 56.0 3.203.303.403.503.60
m/z 69.00  19.83%
5000
27.0
69.0
m/z--> 10 20 30 40 50 60 70 80 90 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
Data File : BGO64721.D

Acq On : 7 Nov 2025 18:15
Operator : RC/JU

Sample : Q3551-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzenemethanamine, N,N-dim... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.635 8.01 ng 77540  1,4-Dichlorobenzene-d4 8.200

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenemethanamine, N,N-dimethyl- 135 C9H13N 000103-83-3 91
2 Ortho-Methoxymethcathinone 193 C11H15NO2 1000386-32-6 53
3 Dimethyl(pyridin-3-ylmethyl)amine 136 C8H12N2 002055-21-2 45
4 Ethanol, 2-(ethylamino)- 89 C4H11NO 000110-73-6 43
5 2-[2-(Dimethylamino)ethoxy]ethanol 133 C6H15NO2 001704-62-7 43

Abundance Scan 944 (8.635 min): BG064721.D\data.ms (-938) (-) m/z 58.00 100.00%

58.0
5000 91.0
135.0
e e
P ‘ 117.9 8.40 8.60 8.80 9.00
‘H,HH_JHWHH_m,‘m_m_m_‘ m/z 90.95  46.68%
m/z--> 20 60 80 100 120 140 160
Abundance #17966.Benzenemethananﬂne,N,N-dhnethyb
58.0
5000 910 \\\\‘\\\\‘\\\\‘\\\\’\\\
135.0 8.40 8.60 8.80 9.00
m/z 135.00 31.47%
15 0 39\H | i ‘ L L ‘ 11\8.0 ‘\
\\\’\\\\‘\\\\‘\\\\‘\\1\’1\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #67740: Ortho-Methoxymethcathinone
58.0
A mamaE
8.40 8.60 8.80 9.00
5000 m/z 134.08  25.58%
77.0
410 | | 1050 1399 1600
et T
m/z--> 20 40 60 80 100 120 140 160
Abundance #18650: Dimethyl(pyridin-3-ylmethyl)amine AR RE e
58.0 8.40 8.60 8.80 9.00
m/z 42.00 18.87%
5000
136.0
92.0
39.0
15.0 ], 750 | 1190 |
“‘,““‘ e B A
m/z--> 20 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
Data File : BGO64721.D

Acq On : 7 Nov 2025 18:15
Operator : RC/JU

Sample : Q3551-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Ethanol, 2-phenoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.367 47.61 ng 681760  Naphthalene-d8 11.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 97
2 Butanoic acid, 4-phenoxy- 180 C10H1203 006303-58-8 64
3 Benzene, ethoxy- 122 C8H100 000103-73-1 53
4 Acetic acid, phenyl ester 136 C8H802 000122-79-2 53
5 Phenol 94 C6H60 000108-95-2 52
Abundance Scan 1409 (11.367 min): BG064721.D\data.ms (-1402) (- | m/z 93.95 100.00%
94.0
5000 /\¥
66.0 138.0 — P
M ‘ ‘ 11.00 11.50
H“"H‘1u‘m‘h“w““_h““w‘w“H““w“ m/z 76.95 34.61%
m/z--> 20 100 120 140 160 180
Abundance #19879 Ethano|2 -phenoxy-
94.0
5000 i e
138.0 11.00 11.50
390 66.0 ' m/z 138.00  25.07%
\\\\‘\‘\H\\“i‘\‘\“\\“\“\\\‘\\\‘\‘\‘\1\]-\8‘.\()\\\“\\\\‘\\\\‘\\
miz--> 20 60 80 100 120 140 160 180
Abundance #54296.Butanok:add,4—phenoxy—
94.0
,‘ =
11.00 11.50
5000 m/z 66.00 21.64%
090 L 1200 180.0
I B A o
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #11298: Benzene, ethoxy- e N
94.0 11.00 11.50
m/z 51.00 20.26%
5000 122.0
39 o 66.0
m/z--> 20 40 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
Data File : BG@64721.D

Acq On 7 Nov 2025 18:15

Operator : RC/JU

Sample : Q3551-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzophenone Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
16.162 9.15 ng 250465  Acenaphthene-di@ 14.822
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H16N2 000103-33-3 58
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 46
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 43
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 43

Abundance Scan 2225 (16.162 min): BG064721.D\data.ms (-2220) (- | m/z 105.00 100.00%
105.0
77.0 182.0
5000
51.0
e —
16.00 16.50
151.9
e 1 1289 T myz 77.00  66.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56924: Benzophenone
77.0 105.0
51.0
5000 — ——
16.00 16.50
1820 n/z 182.00  61.83%
270 L) | _126.0 1520
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0
—r— —
182.0 16.00 16.50
5000 ITI/Z 50.95 34.05%
51.0 105.0
27.0 ‘ 128.0 15%‘0
e et e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32009: Acetophenone, 2-chloro- et Py
105.0 16.00 16.50
m/z 181.00  11.45%
77.0
5000
51.0
27-0 | \‘ L1 imis ‘ ‘ 15\4..0
R R o B R —— ——
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50

8270-BG102425.M Mon Nov 10 00:53:55 2025

Page: 7



Library Se

arch Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
Data File : BG@64721.D

Acq On 7 Nov 2025 18:15

Operator : RC/JU

Sample : Q3551-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 Caffeine Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
17.842 6.46 ng 208346  Phenanthrene-die 17.560
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 97
2 1,4-Dimethyl-4,5,7,8-tetrahydroi... 194 C8H10ON402 130063-15-9 64
3 2H-Pyrazol-3-o0l, 5-(2,5-dimethyl... 194 C9H1ON20S 1000304-22-5 47
4 2H-Cyclopenta[d]pyridazine, 2-ph... 194 C13H10N2 022291-84-5 37
5 Hydrazine, N1-cyclohexylmethyl-N... 277 C14H19N303 1000259-89-5 37

5000

m/z-->

Abundance Scan 2511 (17.842 min): BG064721.D\data.ms (-2506) (-
9

198.

55.0 109.0

m/z 193.95 100.00%

‘\ e
17.50 18.00

1l ‘\“ L 1650 M 243.1 280.¢

20 40 60 80 100120140160180200220240260280

Abundance

5000

m/z-->

#69692: Caffeine
194.0

109.0
67.0

m/z 55.00  35.80%

o T
17.50 18.00

165.0
28'0\\‘ N T | | H

20 40 60 80 100120140160180200220240260280

Abundance

5000

m/z-->

#69715: 1,4-Dimethyl-4,5,7,8-tetrahydroimidazo-[4,5-E]-1
194.0

m/z 109.00  34.90%

ey passlpeey
17.50 18.00

138.0
67.0 10‘9.0
L

20 40 60 80 100120140160180200220240260280

Abundance

5000

m/z-->

m/z 67.00 32.08%

A

#69925: 2H-Pyrazol-3-ol, 5-(2,5-dimethylthiophen-3-yl)-
194.0

b T
17.50 18.00

137.0

59.0
97.0 ‘ ‘ ‘
T Rt N A |

m/z 81.95 20.44%

20 40 60 80 100120140160180200220240260280
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
Data File : BGO64721.D

Acq On : 7 Nov 2025 18:15
Operator : RC/JU

Sample : Q3551-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.436 16.84 ng 543502  Phenanthrene-d10 17.560
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Octanoic acid 144 C8H1602 000124-07-2 70

Abundance Scan 2612 (18 435 min): BG064721.D\data.ms (-2604) (-~ ' m/z 59.95 100.00%

60.0
5000
129.0 213.1
| e
Hf 171.0 256.1 18.50
WHH‘:‘H” Wu‘huwh”mmw‘w,u‘w“m\Hm‘kw‘l,w” m/z 43.08  96.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
m/z 57.00 88.56%

171.0 2130 256.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid
73.
43.0 0
—
18.50
5000 129.0 m/z 55.00 87.13%
171.0
‘ 214.0
wa‘wwwh
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid !
43.0 73.0 18.50
m/z 73.00 84.06%
5000 129.0
‘ 199.0 2420
A 158 L
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
BGO64721.D
7 Nov 2025 18:15

: RC/JU
: Q3551-01

. 10

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 9-Octadecenoic acid, (E)- Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
19.575 6.81 ng 219691  Phenanthrene-die 17.560
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 93
2 Oleic Acid 282 C18H3402 000112-80-1 93
3 trans-13-Octadecenoic acid 282 (C18H3402 000693-71-0 91
4 cis-13-Octadecenoic acid 282 (C18H3402 013126-39-1 89
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 89

Abundance Scan 2806 (19.575 min): BG064721.D\data.ms (-2802) (- | m/z 55.00 100.00%
55.0
5000 NﬂvﬁMMwij\AM\wwﬂwA
T \
. . . 19.50
. m/z 41.00 47 .60%
m/z--> 50 100 150 200 250 300 350
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 —— :
19.50
370 264.0 m/z 57.00 47 .33%
0.0 222.0
- “J‘ uuhh u\h h d G
miz--> 50 150 200 250 300 350
Abundance #176208 Oleic Acid
55.0
T \
19.50
5000 m/z 69.08 47.26%
264.0
0.0 222.0
- ‘“‘ h‘wu“h uh\ h‘ u e T Y
m/z--> 50 150 200 250 300 350
Abundance #176229.Uans—134)dadecenok:add —— ‘
55.0 19.50
m/z 83.00 41.21%
5000
97.0
264.0
s d LiLLAgT0 0022202500 i
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
Data File : BGO64721.D

Acq On : 7 Nov 2025 18:15
Operator : RC/JU

Sample : Q3551-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.693 6.31 ng 276646  Chrysene-d12 21.826
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2826 (19.693 min): BG064721.D\data.ms (-2821) (- | m/z 43.00 100.00%

43.0
5000

T T
19.50 20.00

m/z 57.05 92.80%

m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0

5000 129.0 19.50 20,00

m/z 55.00 87.91%

29.0 ‘ 1850 549 o 284.0
H\“H‘ ‘““‘H“‘“hm\“\\\\‘\\\\“\\\‘\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.0
256.0

T T
19.50 20.00

5000 m/z 59.95 84.19%
129.0
213 0
. “\ ‘ \H‘“ hh”w M\ Ll gl ‘ “ “ “ u\ “\‘ —r “ I S T
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es ‘ : ; ‘
43.0 19.50 20.00

m/z 73.00 76.80%

5000 284.0
3.0 129 0
1850 2410
H\H uhH M\ iyl | ‘ L ‘ 372.1 ‘ : ‘

T
m/z--> 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
Data File : BGO64721.D

Acq On : 7 Nov 2025 18:15
Operator : RC/JU

Sample : Q3551-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Dodecanamide, N,N-bis(2-hyd... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.203 6.30 ng 275935  Chrysene-d12 21.826
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecanamide, N,N-bis(2-hydroxye... 287 C16H33NO3 000120-40-1 86
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 43
3 Octanamide, N,N-bis(2-hydroxyeth... 231 C12H25NO03 003077-30-3 38
4 Methyl isovalerate 116 C6H1202 000556-24-1 37
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 28

Abundance Scan 3083 (21.203 min): BG064721.D\data.ms (-3078) (- | m/z 74.00 100.00%
74.0

L

5000
— ——
n H 1831 244.1 21.00 21.50
_HJ“‘WM f27.0 1831 | || 8001 4290 ./, 57.00  20.58%
m/z--> 0 100 150 200 250 300 350 400
Abundance #182792. Dodecanamide, N,N-bis(2-hydroxyethyl)-
74.0
5000 — ——

21.00 21.50
m/z 43.05 19.89%

256.0
“‘l‘\(i“‘h“\h“\“‘ ‘l\‘\\4\7‘\()\ \2\0‘2\(\)\\“‘\\\\‘\\\\‘\\\\‘\\\\
miz—> 0 50 100 150 200 250 300 350 400
Abundance #4817: Butanoic acid, 2-methyl-
74.0

T
21.00 21.50
5000 m/z 55.00 18.55%

27.
}
m/z--> 0 100 150 200 250 300 350 400

Abundance #112496: Octanamide, N,N-bis(2-hydroxyethyl)- — ——
74.0 21.00 21.50

m/z 41.00 14.64%

- WMMJ\W\JL
188 0
270

28'q “ \} Al

T T
m/z--> 0 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
Data File : BGO64721.D

Acq On : 7 Nov 2025 18:15
Operator : RC/JU

Sample : Q3551-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.582 18.22 ng 826354  Perylene-di12 25.151
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 96
2 Squalene 410 C30H50 000111-02-4 95
3 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 83
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
5 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C1l6H26 062235-06-7 64

Abundance Scan 3488 (23.582 min): BG064721.D\data.ms (-3479) (- | m/z 69.00 100.00%

69.0
5000

j 203.1 341.2 2350
M‘M«mMwH‘“‘H“2??7‘1_‘“““4}9‘?“”“_”‘_ m/z 81.00 49.01%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 T

23.50
41.00  27.93%

137.0
iyl 203.0 273.0 341.0 410.0
‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308258: Squalene
69.0

23.50
5000 95.00 13.49%
137.0
L NMHﬂJ 203.0 273.0 341.0 410.0
et e 22 23 S A

miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343494: psi.,.psi.-Carotene, 7,7.8,8',11,11',12,12' 15,18

69.0 23.50

m/z 68.00 11.61%

5000
137.0
b1, 2080 2730 5410 4090 a770 461

m/z--> 0 50 100 150 200 250 300 350 400 450 500 2350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110725\
Data File : BGO64721.D

Acqg On : 7 Nov 2025 18:15
Operator : RC/JU

Sample : Q3551-01

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102425.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|
Cyclopentane, m... 3.177 11.0 ng 106287 1 8.200 193604 20.0
Benzenemethanam... 8.635 8.0 ng 77540 1 8.200 193604 20.0
Ethanol, 2-phen... 11.367 47.6 ng 681760 2 11.027 286379 20.0
Benzophenone 16.162 9.2 ng 250465 3 14.822 547363 20.0
Caffeine 17.842 6.5 ng 208346 4 17.560 645523 20.0
n-Hexadecanoic ... 18.436 16.8 ng 543502 4 17.560 645523 20.0
9-Octadecenoic ... 19.575 6.8 ng 219691 4 17.560 645523 20.0
Octadecanoic acid 19.693 6.3 ng 276646 5 21.826 876387 20.0
Dodecanamide, N... 21.203 6.3 ng 275935 5 21.826 876387 20.0
Supraene 23.582 18.2 ng 826354 6 25.151 907323 20.0
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