LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP092023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17268.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.305 34 37 45 rVB 43507 55694 0.62% 0.057%
2 3.746 108 112 120 rBV 191207 278452 3.10% 0.284%
3  3.852 127 130 135 rVWW2 12477 14253 0.16% 0.015%
4 3.934 139 144 151 rVB 81419 117430 1.31% 0.120%
5 4.052 161 164 169 rVB 13146 14874 0.17% 0.015%
6 4.193 184 188 193 rBv4 22560 32681 0.36% 0.033%
7 4.275 198 202 209 rVB 27349 37325 0.42% 0.038%
8 4.440 225 230 234 rBV2 23925 34227 0.38% 0.035%
9 4.693 269 273 277 rBV3 12367 17870 0.20% 0.018%
106 4.987 318 323 330 rVB 42316 65352 0.73% 0.067%
11 6.346 550 554 559 rBv2 17885 27030 0.30% 0.028%
12 6.911 645 650 655 rvB2 21619 31372 0.35% 0.032%
13 7.099 675 682 694 rBV 673944 1088145 12.12% 1.110%
14 7.281 707 713 721 rBV 518316 783659 8.73% 0.799%
15 7.463 736 744 752 rBV 647799 1045192 11.64% 1.066%
16 7.546 754 758 764 rVB 12186 24882 0.28% 0.025%
17 7.752 788 793 799 rBV3 7355 14887 ©0.17% 0.015%
18 7.940 818 825 835 rBV 589508 921341 10.26%  0.940%
19 8.228 865 874 875 rBV9 5103 12123 0.14% 0.012%
20 8.652 939 946 963 rBV 667542 1108335 12.35% 1.130%
21 8.793 963 970 978 rVB 85612 143401 1.60% 0.146%
22 9.140 1017 1029 1036 rBV 566638 948238 10.56% 0.967%
23 9.252 1045 1048 1054 rVB6 12286 16049 0.18% 0.016%
24 9.852 1139 1150 1159 rBV 489983 797964 8.89% 0.814%
25 10.004 1170 1176 1180 rBV 48837 89564 1.00% 0.091%
26 10.216 1207 1212 1219 rVB5 10144 16455 0.18% 017%

27 10.381 1232 1240 1251 rBV 745208 1244880 13.87%
28 10.763 1298 1305 1313 rBV 801138 1305354 14.54%

OO RrRrRrOe
w
w
e
R

29 10.822 1313 1315 1325 rVB 8678 16588 0.18% 017%
30 10.928 1327 1333 1346 rBV 209254 415985 4.63% 424%
31 11.322 1394 1400 1407 rBV 8256 20691 ©.23% 0.021%
32 11.528 1430 1435 1440 rVBS8 8027 13164 0.15% 0.013%
33 12.346 1569 1574 1582 rVB2 20157 35399 ©.39% 0.036%
34 12.522 1596 1604 1619 rBV2 49057 123714 1.38% ©0.126%
35 12.646 1619 1625 1630 rVB7 7500 15643 0.17% ©0.016%
36 12.845 1655 1659 1666 rVB10 5650 11489 0.13% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP092023.MA.M
Title : SVOA CALIBRATION
37 13.445 1753 1761 1766 rBV3 39685 75571 0.84% 0.077%
38 13.551 1771 1779 1786 rBV3 13179 24128 ©0.27% 0.025%
39 13.904 1834 1839 1845 rBv3 20989 33708 0.38% 0.034%
40 14.016 1852 1858 1872 rVB 1286848 1719738 19.16% 1.754%
41 14.228 1890 1894 1900 rVB9 11783 19498 0.22% 0.020%
42 14.298 1900 1906 1918 rBV 1450583 2087663 23.26% 2.129%
43 14.598 1950 1957 1967 rBV 1152607 1688566 18.81% 1.722%
44 14.834 1990 1997 2016 rBV 454718 809090 9.01% 0.825%
45 14.998 2018 2025 2030 rBV3 32575 62469 0.70% 0.064%
46 15.598 2119 2127 2143 rVV 1890425 2719527 30.29% 2.774%
47 15.728 2143 2149 2155 rBV 422166 567551 6.32% 0.579%
48 16.257 2233 2239 2242 rBV6 14577 27589 0.31% 0.028%
49 16.445 2262 2271 2273 rBvVS8 15618 34137 0.38% 0.035%
50 16.586 2290 2295 2297 rBV6 14715 25827 0.29% 0.026%
51 16.651 2304 2306 2313 rVB7 10042 12164 0.14% 0.012%
52 16.722 2314 2318 2322 rBvV3 31437 44196 0.49% 0.045%
53 17.051 2368 2374 2377 rBV7 9493 21813 0.24% 0.022%
54 17.222 2398 2403 2411 rBV2 208844 338915 3.78% 0.346%
55 17.286 2411 2414 2421 rVB2 68651 89016 ©.99% 0.091%
56 17.369 2422 2428 2434 rBV 1421046 2074197 23.11% 2.115%
57 17.475 2440 2446 2457 rVB 1646976 2422411 26.98% 2.471%
58 17.798 2498 2501 2506 rBV3 23361 27636 0.31% 0.028%
59 17.963 2525 2529 2531 rBv4 20060 26306 0.29% 0.027%
60 18.110 2547 2554 2559 rBV2 130448 237093 2.64% 0.242%
61 18.163 2559 2563 2567 rVB 51440 62911 0.70% 0.064%
62 18.216 2567 2572 2585 rBV 1106485 1577679 17.57% 1.609%
63 18.504 2618 2621 2626 rVB4 64169 86752 ©0.97% 0.088%
64 18.586 2632 2635 2639 rBV3 38638 51253 ©.57% 0.052%
65 18.651 2644 2646 2651 rVB4 42030 54900 0.61% 0.056%
66 18.739 2659 2661 2666 rVB3 23588 25355 0.28% 0.026%
67 18.804 2668 2672 2676 rVB3 41225 69857 0.78% 0.071%
68 19.063 2713 2716 2718 rBvV2 35935 53877 0.60% 0.055%
69 19.086 2718 2720 2727 rVB 162677 189904 2.12% 0.194%
70 19.316 2756 2759 2761 rBv4 49354 55069 0.61% 0.056%
71 19.363 2761 2767 2778 rVB3 284675 666021 7.42% 0.679%
72 19.451 2778 2782 2786 rBV 362984 471227 5.25% 0.481%
73 19.651 2814 2816 2820 rVB2 52251 59190 0.66% 0.060%
74 19.716 2821 2827 2839 rVV 2678329 3615657 40.28% 3.687%
75 19.957 2864 2868 2873 rBV 135700 196858 2.19% 0.201%

76 20.175 2901 2905 2912 rBV 445679 558548 6.22% 0.570%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP092023.MA.M
Title : SVOA CALIBRATION
77 20.510 2959 2962 2968 rVB3 137083 197245 2.20% 0.201%
78 20.663 2985 2988 2999 rVB4 131364 254491 2.83% 0.260%
79 20.851 3017 3020 3025 rVB 145827 162261 1.81% 0.165%
80 21.145 3062 3070 3078 rBV 1889319 3356434 37.39%  3.423%
81 21.439 3116 3120 3122 rBV 717441 866892 9.66% 0.884%
82 21.474 3122 3126 3131 rVB2 1812271 2414589 26.90% 2.463%
83 21.774 3173 3177 3181 rBV 517190 5977560 6.66% 0.610%
84 22.033 3217 3221 3225 rBV 962337 1205567 13.43% 1.230%
85 22.086 3225 3230 3239 rBV 2419632 4400293 49.02% 4.488%
86 22.427 3284 3288 3299 rBV2 412979 720731 8.03% 0.735%
87 22.545 3305 3308 3314 rVB2 373943 587793 6.55% 0.599%
88 22.827 3351 3356 3364 rVB 1590659 2335607 26.02%  2.382%
89 23.127 3402 3407 3416 rVB 3435657 5938337 66.15% 6.056%
90 23.227 3417 3424 3433 rBV 1821969 4458009 49.66% 4.547%
91 23.457 3460 3463 3476 rVB 341363 548252 6.11% ©.559%
92 23.833 3522 3527 3534 rVB2 1589629 3070470 34.20% 3.131%
93 23.998 3549 3555 3567 rVB 1253405 2644777 29.46% 2.697%
94 24.180 3580 3586 3596 rVB 2106288 4056482 45.19% 4.137%
95 24.557 3642 3650 3665 rVB 3941526 8977177 100.00% 9.155%
96 24.715 3670 3677 3686 rVV 1123238 3434934 38.26% 3.503%
97 24.804 3687 3692 3709 rVB2 869859 2147871 23.93% 2.191%
98 26.021 3893 3899 3911 rVB2 1104549 2995997 33.37%  3.055%
99 26.509 3975 3982 4005 rVB 981057 3771820 42.02% 3.847%
100 27.586 4158 4165 4181 rVB3 1269544 4985385 55.53% 5.084%

Sum of corrected areas: 98052733
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Sep 2023 15:29
: MA/JU
. 04387-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
BP017268.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP017268.D\data.ms
4000000
3000000
2000000
1000000 10.763
10.38%
7.0992463 7,940 8.652 g 140 9.852
NEE 13.305 g%%g@ggaj@@_@g 987 6.346 6.91J\ A 5#6752| 8.228 8793 Lsz ﬂt}(wz 1 82L ®11.32508
\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\‘ \‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 10.50 1100 11.50
Abundance TIC: BP017268.D\data.ms
4000000
3000000 19.716
15.598
2000000 17,475
4.298 17.369
14.0 14.598 18.216
1000000 20,175
C
14, 834 ﬁ@%&%? 20
12. mzmms 13.34513.9 4998 l 16. zsmmm?s 177095 s 50aB800
e “ e R =
Time--> 12100 12550 13.00 13550 14.00 1450 1500 1550 1600 1650 17.00 17.50 18.00 1850 19.00 1950 20.00
Abundance TIC: BP017268.D\data.ms
24.657
23.127
4000000
22.086
3000000 o8 297 24.180
22 897 23.833
309 27.586
04715 26.021 L5 50
2000000 3 24.804
o s M /\ I b
1000000
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 21.50 22.00 22,50 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA 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 1 unknown-01 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
3.934 2.55 ng/ul 117430 1,4-Dichlorobenzene-d4 7.940
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethoxy-2-methyl- 132 C7H1602 074421-00-4 47
2 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 25
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 16
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 12

5 .alpha.-BROMOALLYLTRIMETHYLSILANE 192 C6H13BrSi 094397-40-7 9

Abundance Scan 144 (3.934 min): BP017268.D\data.ms (-139) (-) m/z 73.05 100.00%
3.0

==

5000
R RARRE
| 3.60 3.80 4.00 4.20
Ol Ay | 14882081 2961355.0414.2477.1 849. ./, 4319  23.26%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16569: Butane, 2,3-dimethoxy-2-methyl-
73.0
5000 L L R R IR B
3.60 3.80 4.00 4.20
m/z 41.05 12.13%
0‘\\‘\‘Wm’”‘\‘f\l\“\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38412: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, meth

o

73.0
R RRRREEEE
3.60 3.80 4.00 4.20
5000 m/z 101.10 10.77%
015.9] || 1470
-t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- R KmmmaROEET
73.0 3.60 3.80 4.00 4.20
m/z 59.05 9.58%
) J\MAW\/
171.0
e — M el

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Library Search Compound Report

Data File : BP@17268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA 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 2 Pentadecanoic acid Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
17.222 3.27 ng/ul 338915 Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 81
2 Tridecanoic acid 214 C13H2602 000638-53-9 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 62
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58

Abundance Scan 2403 (17.222 min): BP017268.D\data.ms (-2398) (- | m/z 43.05 100.00%
43.0
5000
—r— —
“” | ‘ Ja1 17.00 17.50
O ML Ly 12831 367.1  457.6 529.7 . 75 95 83.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid
73.0
5000 - ——
17.00 17.50
199. o m/z 59.95 70.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92069: Tridecanoic acid
73.0
\ \‘\ \‘\
17.00 17.50
5000 m/z 41.05 69.91%
171.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126203: Pentadecanoic acid —— —
73.0 17.00 17.50
m/z 57.10 65.02%
5000
143.0 242.0
ol el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Data File : BP
Acqg On 21
Operator : MA
Sample : 04
Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Library Search Compound Report

017268.D

Sep 2023 15:29
/3U

387-10

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA 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 3 cis-7-Hexadecenoic acid Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
18.110 2.29 ng/ul 237093  Phenanthrene-di10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 95
2 Palmitoleic acid 254 C16H3002 000373-49-9 95
3 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 94
4 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 90
5 Palmitoleic acid 254 C16H3002 000373-49-9 90

Abundance Scan 2554 (18.110 min): BP017268.D\data.ms (-2547) (- m/z 55.00 100.00%

55.0
5000
— =
l ‘ | ‘ 236.2 18.00 18.50
ol “"H"u\'u*w‘e‘wm\‘ 2250 4009 4761 549/, 69.00  89.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140807: cis-7-Hexadecenoic acid
55.0
5000 e, =
18.00 18.50
m/z 41.00 67.10%
J\ MMhmhA 23§0
O \\\\’\\\\‘\\\\‘\\\\‘WT\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #140797: Palmitoleic acid
55.0
18.00 18.50
5000 m/z 43.05 50.05%
‘ Jf30 236.0
o“uﬂﬂi “‘Jhk#luwu‘ﬁ‘uu“‘H“H“_“‘_“w“u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
== =

Abundance  #140884: 6-Pentadecenoic acid, 13-methyl-, (62)-
55.0 18.00 18.50

m/z 83.00 47.16%

5000

‘ JTSO 236.0

O\Hdh‘ "mw“*“w“HLM‘H\H‘W‘”‘M‘H\H‘W‘H‘M RN ‘

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\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.216 15.21 ng/ul 1577680  Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2572 (18.216 min): BP017268.D\data.ms (-2567) (- m/z 73.00 100.00%

73.0
5000
213.2 ——

=T
‘M L \ 18.00 1850
- HQMwﬂ_li‘HM‘F?%9§499H4¥5%‘ﬂ§%3§4%' m/z 60.00  78.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— e
129.0 18.00 18.50

m/z 43.10 78.84%

O‘\\\‘““ ml"mmA}?ﬂbl‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
=

18.00 18.50
5000 256.0 m/z 41.05 65.31%
129.0
O‘H“.H‘ “H“Mm\}?b‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid e E—
60.0 18.00 18.50

m/z 55.05 62.16%

5000 129.0
“ 213.0
0 ‘ HMM\‘H\ L ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Data File : BP@17268.D

Acqg On 21
Operator : MA/
Sample . 043
Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sep 2023 15:29
Ju
87-10

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA 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 Octadecanoic acid Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
19.451 3.90 ng/ul 471227  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2782 (19.451 min): BP017268.D\data.ms (-2778) (-

9.

m/z 73.00 100.00%

F

5000
1851
‘ H 284.1 19.50
Ol AL “WM \Muw 38504157 5033 4305 87.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
’ ”} 1850  284.0 m/z 60.00 85.22%
O‘\\‘\HH “ “HM\H\HJ\\\\‘\\\r‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

.

Abundance #179093: Octadecanoic acid
73.0
19.50
5000 284.0 m/z 57.85 77.71%
185.0
ol }Hmmw,,
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid —
43.0 19.50
m/z 55.10 70.26%
5000 129.0
284.0
o_“" s “}“““““M“ ——
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\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 Carbonic acid, octadecyl pr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.174 4.63 ng/ul 558548 Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 91
4 Carbonic acid, decyl tridecyl ester 384 C24H4803 1000383-16-2 91
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 83

Abundance Scan 2905 (20.175 min): BP017268.D\data.ms (-2901) (- m/z 57.05 100.00%

57.0
5000

I
’ 20.00 20.50
0 H“H‘w o e P A080390 1 m/z 43,10 77.16%

%F“m;ssl 267.0325.0  415.0475.8535.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 S R
20.00 20.50

m/z 71.10 68.69%

\T\‘1\'\‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0

T
20.00 20.50

5000 m/z 85.05 49.01%
oL L. Mﬂ% 1960 2690 .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178950: Carbonic acid, tetradecyl vinyl ester - —
57.0 20.00 20.50

m/z 55.10 42.60%

| ‘ ’ H‘}Fn 196.0

L

O bbb s T e — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
20.663 2.11 ng/ul 254491  Chrysene-di12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 92
2 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 2988 (20.663 min): BP017268.D\data.ms (-2985) (- m/z 57.05 100.00%

57.0
5000

2070 = =T

‘ \ 28203410 4291 20.50 21.00
H‘u_ukﬁwtquu‘u“_‘H“H‘_“W‘H‘_49ﬁ??4ﬁ m/z 71.05 78.41%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0

5000 —= et
20.50 21.00

m/z 43.10 71.24%

oL, | 1270 197.0 281.0  394.0
\\1\‘\T\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314339: Nonacosane, 2-methyl-

57.0

o

20.50 21.00
5000 m/z 85.05 55.00%
379.0
| } } 197.0 267.0

0\\m‘\Wh‘\MJH\H\‘ oY U

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane T =
57.0 20.50 21.00

m/z 41.10 26.32%

) KJMJ\NJ\WANJA
127.0
J “Id‘ld\\97o 338.0 T T T

R L e s K e = :
miz--> 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\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.145  27.80 ng/ul 3356430  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3070 (21.145 min): BP017268.D\data.ms (-3062) (- m/z 83.05 100.00%

83.0
5000

—
! 21.00 2150
1P

3.0
ol LLLLILES30 22212810 3550415047615349 1/, 57.10  oe.06%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0

5000 =T —
21.00 21.50
H 5.0 m/z 55.05 89.66%
O‘\\“J‘\“\\\\“‘\l\‘l\‘!‘h\l\l\9\6‘.\o\\\2‘6\6\.\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
e —
21.00 21.50
5000 ITI/Z 97.05 87.56%
o1, { |40 2380
‘\\\\‘\\\\‘\\\\‘\'\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol =T —
83.0 21.00 21.50
m/z 69.05 87.26%
e e et e =T —T
m/z--> 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\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 1,19-Eicosadiene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.774 4.95 ng/ul 597750  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Eicosanal- 296 C20H400 002400-66-0 94
3 Tetradecanal 212 C14H280 000124-25-4 94
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
5 Docosanal 324 C22H440 057402-36-5 94

Abundance Scan 3177 (21.774 min): BP017268.D\data.ms (-3173) (- m/z 57.10 100.00%

57.1
5000

I
21.50 22.00
r 208.0266.0 334.3 414.9 1 )
o‘u“_‘“Hm&_‘H‘H‘?ﬁ§9‘u‘w‘u‘_‘u‘§§%?§4§‘ m/z 82.05 96.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171302: 1,19-Eicosadiene
553.0

5000 e .
21.50 22.00

m/z 43.05 89.76%

Il l Fh|.1940 278.0
‘\\\\‘\\\‘\\\\1\1\‘1!\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194557: Eicosanal-
82.0

T
21.50 22.00

o

5000 m/z 55.05 74 .08%
’ 20 2780
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90089: Tetradecanal T —
57.0 21.50 22.00

m/z 96.00 63.41%

5000 J&NAMJM\WWAN%MMJJ\NW/
J 168.0

’KL.H

o LR b — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
BP017268.D

21 Sep 2023 15:29
: MA/JU
. 04387-10

: 14  Sample Multiplier: 1

hod
le

ry

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.033 9.99 ng/ul 12055760  Chrysene-di12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3221 (22.033 min): BP017268.D\data.ms (-3217) (- m/z 57.10 100.00%
57.1

-

5000
22.00 |
‘ || A/t 207.0 28103430 418247615369 : .
O el e m/z 71.10 76.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 =
22.00
m/z 43.10  63.23%
ol L2708 1970 2810  394.0
‘\\1\’\1\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #194590: Heneicosane
57.0
T T \
22.00
5000 ITI/Z 85.10 56.37%
o LTS sem0aone
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T
57.0 22.00
m/z 55.05 24.41%
) AAANAJJ\\AVJ&J
L LE20 1970 200 sene
e A A A e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:26:17 2023

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.086  36.45 ng/ul 4400290  Chrysene-di12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3230 (22.086 min): BP017268.D\data.ms (-3225) (- m/z 83.05 100.00%

83.0 '
5000
1T I
‘FF 22.00
obAAALLLEPSS 2231 3083 3973 4759 5491 5710 o5.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ‘

22.00
m/z 97.05 92.03%

|

|” m. 196.0 280.0

O‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
L \
22.00
5000 ITI/Z 69.10 87.50%
125.0
o’{l Mu‘\u!"u-‘lf‘??:q‘?f?:qwwwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 T ‘
57.0 22.00
m/z 55.10 87.43%
5000
125.0
o{ L2808 ~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 Tetracosanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

22.427 5.97 ng/ul 720731  Chrysene-di12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanoic acid 368 (C24H4802 000557-59-5 99
2 Tetracosanoic acid 368 (24H4802 000557-59-5 99
3 Tetracosanoic acid 368 (C24H4802 000557-59-5 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 78
5 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 50

Abundance Scan 3288 (22.427 min): BP017268.D\data.ms (-3284) (- m/z 43.10 100.00%

43.1
5000 129.0

‘ 325.2 —

Ol "l:“ﬂh*w\uM\mm“\““3%3‘2‘”“‘?‘3‘?_‘5“7’? m/z 73.00 97.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277537: Tetracosanoic acid
73.0

5000 368.0 —
22.50
m/z 57.10 97.11%
}‘ 1850 5490
O‘\\\\“\ ‘\J\J“Jlm\hl\\‘“\\\\\\“\\\‘\\\“\L\‘\“\‘\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277536: Tetracosanoic acid
43.0
—
22.50
5000 ITI/Z 55.05 74 .04%
368.0
129.0
A Ty T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277535: Tetracosanoic acid T
43.0 22.50
m/z 60.00 70.51%
129.0
5000 368.0 \WWMJWAWMWﬁkwwnvwwmwh
269.0
o L, om0 A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:26:21 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.545 4.87 ng/ul 587793  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H909 007098-22-8 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3308 (22.545 min): BP017268.D\data.ms (-3305) (- m/z 57.05 100.00%
57.0

-

5000
‘ 22.50 |
7.1 207.0 .
o‘Hu‘_lwﬂ“lﬁﬁwum,ﬂuHﬁ?%‘??ﬁ?:qwﬂ??uz‘ﬁ;?"?‘-("wm m/z 71.e5 73.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 U \
22.50
m/z 43.10 62.19%
o \‘ || }?709197.0267.0 367.0
‘\\\\‘\\F\‘\\\\‘\\\\’\\\\‘\\f\‘l\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
e |
22.50
5000 ITI/Z 85.10 50.35%
okl [ 1 || }27:0197.0 267.0337.0407.0 491.0562.0
P e S T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- — ‘
43.0 22.50
m/z 41.05 26.60%
h \/L\\/\A__/L
oL 201830 2950
i e e e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 13-Docosen-1-ol, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.827 17.66 ng/ul 2335610  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosen-1-0l, (Z)- 324 C22H440 000629-98-1 95
2 1,19-Eicosadiene 278 C20H38 014811-95-1 95
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
4 Hexacosanal 380 C26H520 026627-85-0 94
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94

Abundance Scan 3356 (22.827 min): BP017268.D\data.ms (-3351) (- m/z 57.10 100.00%
57.1

5000
o —————
lr31 207.0 2811 3623 22.50 23.00
oL, 2070 2811 3623 430.1489.0549. ., g3 65  89.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229613: 13-Docosen-1-ol, (2)-
82.0
= ==
306.0 22.50 23.00

m/z 43.10 88.03%

5000

0
HSJ“ szloxm

NER |
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
= ==
22.50 23.00

5000 m/z 55.85 66.13%

3.0
] ,“fl,“1940 278.0
YU RS WO YA~

:

)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0 22.50 23.00
m/z 96.05 62.39%
- AJL_/L/M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Data File : BP@17268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA 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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.127 44.91 ng/ul 5938340  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3407 (23.127 min): BP017268.D\data.ms (-3402) (- m/z 57.10 100.00%

57.1
5000

L

[
’ F 1972 23.00 23.50
o_mwwmxH_“‘2“’77‘1“?"3"‘7&‘“'ﬁ???‘_ﬁ‘??‘??‘}?" m/z 71.10  79.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 UJ\ T T T 1
23.00 23.50

m/z 43.10 62.31%

239.0
O‘\\\‘\I\‘\\“]-\F\J\\\‘J\l\f\[W\\1[\1[3\0‘T8\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0

\
23.00 23.50
5000 m/z 85.10 58.95%

obi |1 P70 197.0 2670 3650
SRS T D IR ic st e —

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

Abundance #194590: Heneicosane ‘
57.0 23.00 23.50

m/z 55.10 24.69%

5000 m
l ‘ L) 1‘137.\ 1970 296.0

O L SR T o —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA 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 16 (DEL) Alkane: Cyclic23.227 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.227 33.71 ng/ul 4458010  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 99
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3424 (23.227 min): BP017268.D\data.ms (-3417) (- m/z 57.10 100.00%

57.1
5000
1P25.1 \ \

I
| } 00,2521 23.00 23.50
ML, 1940 T 336.3309.3 490.0849. ./, g3 65  98.59%

miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0

5000 336.0 U U
23.00 23.50

m/z 97.05 92.73%

3.0
O \\J‘\‘\‘\‘\\\“\\\IF\F“I\|\\\‘\I“\l\“\l\z‘le\ls\}o\‘l\\\‘L‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0

e
23.00 23.50

-

o

5000 m/z 55.05 86.41%
125.0
ol L HJLJ;QSO 264.0 378.0
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 — —
57.0 23.00 23.50

m/z 69.10  85.24%

5000
125.0
h\ ‘ | J\ 1\ | 1195 0 308.0

o T e Rt OO RS FT R R RURTITR - —
miz--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 17 Octadecanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
23.457 4.15 ng/ul 548252  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Dotriacontanal 464 C32H640 057878-00-9 91
4 Eicosen-1-0l, cis-9- 296 C20H400 112248-30-3 86
5 Eicosanal- 296 C20H400 002400-66-0 86
Abundance Scan 3463 (23.457 min): BP017268.D\data.ms (-3460) (- m/z 82.10 100.00%
82.1
o J\A\J\w
} 23.50
1.1209.0 2810349 49, g :
R FARY Hﬂﬂ bbbt et e o2 OBATC s 57,10 96.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158568: Octadecanal
43.0
5000 1
23.50
109.0 m/z 43.10 85.01%
” 250.0
O‘\\L ’J\1\‘\f“fl!f‘\‘\}\‘\f\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158578: Oxirane, hexadecyl-
82.0
=
23.50
5000 m/z 96.00 69.77%
0 Ls.&;\ | “ 152.0210.0268.0 N_/\Mw
L “‘H‘ A aAaRanaa s e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #330170: Dotriacontanal —
57.0 23.50
m/z 83.10 64.40%
5000
24.0 446.0
o LiLbL H | 183.0 250.0 320.0381.0
P bbb b S S T I e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA 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 18 Hexacosanal Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24.180  30.68 ng/ul 4056480  Perylene-di2 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Tetracosanal 352 C24H480 057866-08-7 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Tetracosanal 352 C24H480 057866-08-7 91

Abundance Scan 3586 (24.180 min): BP017268.D\data.ms (-3580) (- m/z 57.10 100.00%
57.1
5000
=
‘ ﬁ’l 2080 4904 24.00 24.50
obr A bbLL P00 2820 SO0 4891549 n/z 82.e5  88.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal
57.0
5000 U 7
24.00 24.50
m/z 43.10 84.63%
4.0 362.0
0\\l"\\“\\‘\\‘i\“\“]\-\8%‘0\\2\\5?\(\)\\‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158579: Oxirane, hexadecyl-
82.0
== —
24.00 24.50

5000 m/z 96.05 63.46%

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

o

Abundance #262003: Tetracosanal T ——
82.0 24.00 24.50
334.0 m/z 83.05 60.96%
h m/\J/x\\j\kAﬂ/\yj
o Mllgezo, 00, | e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.557 67.89 ng/ul 8977180  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentacosane 366 C26H54 000629-87-8 94
2 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 3650 (24.557 min): BP017268.D\data.ms (-3642) (- m/z 57.10 100.00%
57.1
A J\M
——
‘ J ” 1972 24.50
b J L M“‘w‘w 22001 513 4364 5351 n/z 71.10  79.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane
57.0
5000 _ :
24.50
323.0 m/z 43.10 59.97%
O\‘\\}‘\‘ “TJW\XWK\M1IW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl-
57.0
N \
24.50
5000 m/z 85.10 58.53%
0 ‘ | 125077 %230.0 3920 379
ik ‘H“_"w"H“H“H“_“w“u“H“H“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane »-J\ —— ‘
57.0 24.50
m/z 55.05  23.82%
h M
o \‘ | | 1770 197.0 2670 3670
H"H‘“H"‘H“_“‘_“‘_“w“‘w“‘w“u“‘u“ o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 1-Heptacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.715  25.98 ng/ul 3434930  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Octacosyl acetate 452 C30H6002 018206-97-8 94
3 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3677 (24.715 min): BP017268.D\data.ms (-3670) (- m/z 57.10 100.00%

57.1
5000
125.1 —

‘ 2070 281.03411 24.50 25.00
O L S0 8031987 4899549, myz 83.10  94.79%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0

5000 — _—
24.50 25.00
125.0

m/z 97.05 91.66%

ol L J\ |1 1950 2640 3780
‘\\ ’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326466: Octacosyl acetate

43.0

7 —
24.50 25.00
5000 11.0 m/z 69.10  83.53%
0 | “JAF810 250.0 320.0 392.0452.0
A A b e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene T —
57.0 24.50 25.00

m/z 43.10  83.33%

5000
125.0

O R A Eaaa — -
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:26:30 2023
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Data File : B

Library Search Compound Report

PO17268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M

: SVOA CALIBRATION

¢ 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 21 2-Pentacosanone Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
24.804 16.24 ng/ul 2147870  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 91
2 2-Nonadecanone 282 C19H380 000629-66-3 89
3 2-Nonadecanone 282 C19H380 000629-66-3 81
4 2-Heptadecanone 254 C17H340 002922-51-2 59
5 Oxirane, 3-ethyl-2,2-dimethyl- 100 C6H120 001192-22-9 53

Abundance Scan 3692 (24.804 min): BP017268.D\data.ms (-3687) (- m/z 59.00 100.00%
59.0
5000
2450  25.00
127.1 422.4 : :
oHJ"HMWA"m‘2‘%‘1@1,2‘?‘2;?"?"5‘5"11”_m_wrr’?’?-‘q m/z 58.00  79.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275521: 2-Pentacosanone
59.0
5000 = —r=
24.50 25.00
m/z 43.10 75.90%
o LlL2270 2360 3060°080
\\\‘ \\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176351: 2-Nonadecanone
58.0
— ==
24.50 25.00
5000 m/z 71.05 61.64%
} “127.0 224.0282.0
(MRS £ e ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176349: 2-Nonadecanone 7 —
58.0 24.50 25.00
m/z 57.10 31.95%
- k
obldilfizre 2202020 AWV
m/z--> 50 100 150 200 250 300 350 400 450 500 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 22 Heptacosanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.021 22.66 ng/ul 2996000  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosanal 394 C27H540 072934-03-3 99
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 91
5 Octadecanal 268 C18H360 000638-66-4 91
Abundance Scan 3899 (26.021 min): BP017268.D\data.ms (-3893) (- m/z 57.10 100.00%
57.1
w0 /J\J
1 26.00 |
208.0 281.0 418.4 g
oAb ‘W‘ZJ\MHwmw‘W“3‘5}91‘“””““7‘7‘1‘?3’?‘2‘ m/z 82.05 89.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298411: Heptacosanal
82.0
5000 = :
26.00
376.0 m/z 43.10 79.50%
Wilizo, 2o
O‘\\\\‘\\ \“\I\‘\\‘\‘\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #158579: Oxirane, hexadecyl-
82.0
26.00
5000 m/z 83.10 59.81%
V 250.0
0“w WH"5HH‘Lnﬂqﬂ«uq“H,‘H“‘H“H“_“‘_“W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158580: Oxirane, hexadecyl- —— ‘
82.0 26.00
m/z 96.05 58.19%
- NJL/
os0l LI EF2.0212 0269, .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
BP017268.D

: 21 Sep 2023 15:29
: MA/JU
. 04387-10

14  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA 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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
26.509  28.52 ng/ul 3771820  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3982 (26.509 min): BP017268.D\data.ms (-3975) (- m/z 57.10 100.00%
57.1
2650 |
127 .
2011
b ’ ” "““wu‘m 267.0 3411 44435031 . m/z 71.10  79.35%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — :
26.50
m/z 85.10 57.80%
239.0
O\\ ‘\}\\\l‘]-\ﬁd\\\‘l\l\W\[!\\f{\\zfg\G‘\O\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-
57.0
T \
26.50
5000 m/z 43.10 56.81%
| dlﬁo 2100 3090565
Ot Lt e R e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307034: Octacosane, 2-methyl- — ‘
57.0 26.50
m/z 55.00 24.58%
5000
365.0
} \“ 7.0 267.0
o""‘nJ"‘"""Hw‘m‘u""""_mwww,w,‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA 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 24 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.586  37.70 ng/ul 4985390  Perylene-di2 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 Pregn-5-en-3-o0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 92
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 91
4 .beta.-Sitosterol 414 C29H500 000083-46-5 83
5 Campesterol 400 C28H480 000474-62-4 68
Abundance Scan 4165 (27.586 min): BP017268.D\data.ms (-4158) (- m/z 43.10 100.00%
43.1
107.1
5000
LN T
\M» | 2750
ol 4891549 m/z 55.85 56.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 07.0 L \
414.0 27.50
” } 2130 3030 m/z 107.05  54.36%
0 ‘J‘T\ il Jm H““ML‘I“F lm ‘\M‘m‘\ mh \|Jl ‘...J‘ ‘h‘ , J ‘L i ) ‘M‘ “‘ A RMERE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.
41.0 107.0 394.0
' 283.0 i :
27.50
5000 m/z 145.00 53.43%
213.0
o] HH%I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 7 ‘
43.0 27.50
m/z 57.10 51.95%
5000 145.0 382.0
ok \“\\\“\‘h“‘“‘l\\“il -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92123\
Data File : BP017268.D

Acqg On : 21 Sep 2023 15:29
Operator : MA/JU

Sample : 04387-10

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@92023.MA.M
Quant Title : SVOA 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|
unknown-01 3.934 2.5 ng/ul 117430 1 7.940 921341 20.0
Pentadecanoic acid 17.222 3.3 ng/ul 338915 4 17.369 2074200 20.0
cis-7-Hexadecen... 18.110 2.3 ng/ul 237093 4 17.369 2074200 20.0
n-Hexadecanoic ... 18.216 15.2 ng/ul 1577680 4 17.369 2074200 20.0
Octadecanoic acid 19.451 3.9 ng/ul 471227 5 21.474 2414590 20.0
Carbonic acid, ... 20.174 4.6 ng/ul 558548 5 21.474 2414590 20.0
(DEL) Alkane: S... 20.663 2.1 ng/ul 254491 5 21.474 2414590 20.0
1-Heneicosanol 21.145 27.8 ng/ul 3356430 5 21.474 2414590 20.0
1,19-Eicosadiene 21.774 5.0 ng/ul 597750 5 21.474 2414590 20.0
(DEL) Alkane: S... 22.033 10.0 ng/ul 1205570 5 21.474 2414590 20.0
(DEL) Alkane: S... 22.086 36.5 ng/ul 4400290 5 21.474 2414590 20.0
Tetracosanoic acid 22.427 6.0 ng/ul 720731 5 21.474 2414590 20.0
(DEL) Alkane: S... 22.545 4.9 ng/ul 587793 5 21.474 2414590 20.0
13-Docosen-1-0l... 22.827 17.7 ng/ul 2335610 6 23.998 2644780 20.0
(DEL) Alkane: S... 23.127 44.9 ng/ul 5938340 6 23.998 2644780 20.0
(DEL) Alkane: C... 23.227 33.7 ng/ul 4458010 6 23.998 2644780 20.0
Octadecanal 23.457 4.2 ng/ul 548252 6 23.998 2644780 20.0
Hexacosanal 24.180 30.7 ng/ul 4056480 6 23.998 2644780 20.0
(DEL) Alkane: S... 24.557 67.9 ng/ul 8977180 6 23.998 2644780 20.0
1-Heptacosanol 24.715 26.0 ng/ul 3434930 6 23.998 2644780 20.90
2-Pentacosanone 24.804 16.2 ng/ul 2147870 6 23.998 2644780 20.0
Heptacosanal 26.021 22.7 ng/ul 2996000 6 23.998 2644780 20.0
(DEL) Alkane: S... 26.509 28.5 ng/ul 3771820 6 23.998 2644780 20.0
.gamma.-Sitosterol 27.586 37.7 ng/ul 4985390 6 23.998 2644780 20.0
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