LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc :

ALS Vvial : 21  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@17252.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 47 rVB 31972 48380 0.30% 0.029%
2 3.934 139 144 151 rVB 67474 96995 0.61% 0.057%
3 4.052 160 164 171 rVB2 12049 18081 0.11% 0.011%
4 4.440 226 230 237 rVB5 24105 37342 0.23% 0.022%
5 4.981 318 322 327 rBV 31334 46066 0.29% 0.027%
6 5.893 473 477 482 rVB3 14658 22532 0.14% 0.013%
7 5.964 485 489 494 rBV6 9044 17186 0.11% 0.010%
8 6.893 644 647 656 rVB6 13396 27625 0.17% 0.016%
9 7.093 675 681 696 rBV3 605299 1158406 7.24% 0.683%
10 7.281 707 713 720 rBV 341525 520618 3.25% 0.307%
11 7.458 737 743 752 rVB 416364 662164 4.14% 0.391%
12 7.546 752 758 764 rBV3 10285 21525 0.13% 0.013%
13 7.940 818 825 832 rBV 633479 1008173 6.30% 0.595%
14 8.652 938 946 955 rBV 447456 733899 4.59% 0.433%
15 8.787 963 969 978 rBvV 466196 740453 4.63% 0.437%
16 8.922 986 992 1002 rVB 33661 64999 0.41% 0.038%
17 9.134 1019 1028 1039 rBV 378957 654247 4.09%  0.386%
18 9.222 1039 1043 1045 rVwV 9977 16138 ©0.10% ©0.010%
19 9.252 1045 1048 1054 rVB5 17460 26210 0.16% 0.015%
20 9.852 1143 1150 1162 rBV 316073 525235 3.28% 0.310%
21 10.028 1167 1180 1190 rBV 286263 756412 4.73%  0.446%
22 10.216 1205 1212 1218 rVB 53018 85153 0.53% 0.050%
23 10.375 1233 1239 1257 rVB 483852 825653 5.16% 0.487%
24 10.763 1295 1305 1312 rBV 853657 1382806 8.64% 0.816%
25 10.940 1327 1335 1341 rBV2 12495 28558 0.18% 0.017%
26 11.316 1387 1399 1420 rBvV2 215101 786997 4.92% 0.464%
27 11.522 1431 1434 1440 rVB6 14033 22155 0.14% 0.013%
28 11.587 1440 1445 1454 rVB 35092 70955 0.44% 0.042%
29 11.804 1475 1482 1486 rVB5 9966 17176 0.11% 0.010%
30 12.157 1539 1542 1553 rVB2 13487 23977 0.15% 0.014%
31 12.352 1568 1575 1579 rBV4 12685 22030 0.14% 0.013%
32 12.510 1595 1602 1621 rBV 447806 893408 5.58% 0.527%
33 13.440 1751 1760 1766 rBV2 49095 103156 ©0.64% 0.061%
34 13.546 1771 1778 1784 rBV3 23835 47552 0.30% 0.028%
35 13.898 1833 1838 1843 rBV2 24252 48035 0.30% 0.028%

36 14.010 1851 1857 1864 rBV 833491 1163999 7.27% 0.686%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc :

ALS Vvial : 21  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 14.187 1883 1887 1890 rBV5 9400 16098 0.10% 0.009%
38 14.234 1892 1895 1899 rVvB5 12933 17725 0.11% 0.010%
39 14.298 1899 1906 1917 rBV2 998391 1459160 9.12% 0.861%
40 14.598 1951 1957 1965 rBV 1220349 1757729 10.98% 1.037%
41 14.828 1988 1996 2004 rBV 232491 435416  2.72% ©.257%
42 14.981 2018 2022 2029 rVBS 19479 45387 0.28% 0.027%
43 15.334 2078 2082 2088 rVB 33371 46672 0.29% 0.028%
44 15.528 2112 2115 2118 rBV5 13917 20072 0.13% 0.012%
45 15.598 2119 2127 2136 rVV 1297503 1852904 11.58% 1.093%
46 15.728 2144 2149 2157 rBV 302805 427316 2.67% 0.252%
47 16.257 2235 2239 2242 rBV5 15056 20120 0.13% 0.012%
48 16.440 2267 2270 2273 rBV3 32770 39801 0.25% 0.023%
49 16.492 2273 2279 2280 rBV5 17916 29241 0.18% 0.017%
50 16.587 2291 2295 2303 rBV8 17784 39065 0.24% 0.023%
51 16.722 2314 2318 2322 rBV5 38760 62086 ©0.39% 0.037%
52 17.222 2399 2403 2406 rBV 106805 146718 0.92% 0.087%
53 17.287 2412 2414 2420 rVB6 26233 33982 0.21% 0.020%
54 17.369 2422 2428 2434 rBV 1491535 2160301 13.50% 1.274%
55 17.469 2440 2445 2457 rBV 1376147 2029276 12.68% 1.197%
56 17.798 2499 2501 2567 rVB3 32565 35629 0.22% 0.021%
57 17.857 2509 2511 2514 rVWW2 30564 28769 0.18% 0.017%
58 18.104 2550 2553 2559 rBV3 73547 133823 0.84% 0.079%
59 18.163 2559 2563 2567 rvV 193079 253334 1.58% 0.149%
60 18.216 2568 2572 2584 rVV 1555040 2130135 13.31% 1.256%
61 18.816 2671 2674 2678 rVB 183285 229563 1.43% 0.135%
62 19.034 2708 2711 2713 rBV 118044 131617 0.82% 0.078%
63 19.063 2714 2716 2718 rBV2 108873 119993 0.75% 0.071%
64 19.316 2756 2759 2761 rBV 303536 342969 2.14% 0.202%
65 19.339 2761 2763 2765 rVV 258164 240592 1.50% 0.142%
66 19.451 2778 2782 2786 rBV 1024298 1252747 7.83% 0.739%
67 19.710 2822 2826 2833 rBV 1796140 2420788 15.12% 1.428%
68 19.957 2865 2868 2873 rBV2 266881 293692 1.83% 0.173%
69 20.175 2901 2905 2909 rVB 887137 999329 6.24% 0.589%
70 20.492 2955 2959 2960 rBV 380031 496330 3.10% ©.293%
71 20.586 2972 2975 2982 rVB 1042475 1186208 7.41% 0.700%
72 21.139 3062 3069 3077 rBV2 2439302 5155795 32.21% 3.041%
73 21.439 3116 3120 3123 rBV 2007584 2714684 16.96% 1.601%
74 21.475 3123 3126 3134 rVB 2031294 2625882 16.41% 1.549%
75 21.775 3173 3177 3179 rBV 1140663 1429313 8.93% 0.843%

76 22.033 3217 3221 3225 rBV 1645044 2154914 13.46% 1.271%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS Vvial : 21  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 22.086 3225 3230 3239 rBV 5514836 11218898 70.09% 6.616%
78 22.427 3285 3288 3298 rVB 1087370 1742251 10.89% 1.027%
79 22.827 3351 3356 3366 rVB 4405068 6908282 43.16% 4.074%
80 23.133 3401 3408 3416 rVB 8539049 15653724 97.80% 9.232%
81 23.222 3417 3423 3433 rBV 4685503 12182857 76.12% 7.185%
82 23.827 3523 3526 3532 rVB2 1139202 1978995 12.36% 1.167%
83 23.992 3550 3554 3565 rVB 1364417 2810210 17.56% 1.657%
84 24.180 3579 3586 3596 rVB 5243107 10900829 68.11% 6.429%
85 24.557 3642 3650 3665 rVB 5903667 14376262 89.82% 8.478%
86 24.710 3669 3676 3686 rBV 2047171 6343041 39.63% 3.741%
87 26.021 3892 3899 3916 rVB 3089925 8762529 54.75% 5.168%
88 26.763 4018 4025 4039 rBV3 1278021 7109609 44.42%  4.193%
89 27.592 4155 4166 4186 rVB3 3671006 16005802 100.00% 9.439%
90 29.151 4423 4431 4442 rVB4 1550476 5830788 36.43% 3.439%

Sum of corrected areas: 169563548
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Sep 2023 22:34
: MA/JU
: 04332-16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
BPO17252.D

: 21 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
1le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BP017252.D\data.ms

7.940 7 375 0
13305 3.9%b2 4440  4.981 558084 6. 893/\9%%546 8658 2"&34 S 35%8%1 }lo 94d1- L%w:

350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 11.00 1150

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BP017252.D\data.ms

19.710

17.36%9
14.01d- 2%_593 15.598

Time-->

20.17
19.9%\5%
12,510
12.18352° 13340163, 84&4 ﬁ?@sntsa e/ 16.2EmmmBT22 11722

12.00 12.50 13.00 13.50 1400 14.50 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
1e+07

8000000

6000000

4000000

2000000/

TIC: BP017252.D\data.ms
23.133

22.086 24.557
24.180
3,222

27.592
26.021

29.1f

26.763
238399

0

Time-->

21.00 2150 22.00 2250 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\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 1 Benzoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.028 10.94 ng/ul 756412  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 96
3 Benzoic acid 122 C7H602 000065-85-0 96
4 Benzoic acid, silver(1l+) salt 228 C7H5Ag02 000532-31-0 90
5 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 90

Abundance Scan 1180 (10.028 min): BP017252.D\data.ms (-1167) (- m/z 104.95 100.00%
105.0

—

5000
T [
39'% 10.00
Ob et ol L 207.0266.4  354.8 4264 5039 /7 121.95  79.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11264: Benzoic acid
105.0
5000 ) :
10.00
m/z 77.00 78.35%
39.
O‘\‘\lY‘lf“!‘1“\\1‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11261: Benzoic acid
105.0
1 ‘
10.00
5000 ITI/Z 51.00 31.64%

39L
ol

=

ool e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid T
105.0 10.00
m/z 50.00 19.98%
5000
4900 1
0 e e e e 2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 2 Benzeneacetic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.316 11.38 ng/ul 786997  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 94
2 Benzeneacetic acid 136 C8H802 000103-82-2 93
3 Benzeneacetic acid 136 C8H802 000103-82-2 93
4 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 90
5 Benzeneacetic acid 136 C8H802 000103-82-2 90
Abundance Scan 1399 (11.316 min): BP017252.D\data.ms (-1387) (- m/z 91.00 100.00%
91.0
5000 /\\\\K\NA
— —
\ L 11.00 11.50
Obrrkdid, 100-9207.8268.9 354.8415.0474.55310  1/; 136.00  28.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18692: Benzeneacetic acid
91.0
5000 — —
11.00 11.50
m/z 92.00 18.49%
02\71.91\\‘\’\‘1 1’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18696: Benzeneacetic acid
91.0
— —
11.00 11.50
5000 m/z 65.00 15.21%
0 Hﬁme T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18695: Benzeneacetic acid = ——
91.0 11.00 11.50
m/z 62.95 7.71%
h J\\,\
0 H‘wﬂu e e e A o e e S = —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 3 Benzeneacetonitrile, .alpha... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.510  12.92 ng/ul 893408 Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetonitrile, .alpha.-hyd... 133 C8H7NO 000532-28-5 64
2 Cyclopropanamine, 2-phenyl-, tra... 133 C9H11N 003721-28-6 43
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 41
4 Benzene, 1-isocyanato-4-methyl- 133 C8H7NO 000622-58-2 30
5 Benzene, 1l-isocyanato-3-methyl- 133 C8H7NO 000621-29-4 27

Abundance Scan 1602 (12.510 min): BP017252.D\data.ms (-1595) (- m/z 133.00 100.00%
138.0

—

5000/ 51.0
R T
Ll ‘ ‘ 12.50
o thilA Ll 2079 2816340.9 4283 6350 ./, 76,95  88.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16932: Benzeneacetonitrile, .alpha.-hydroxy-
71.0
5000 —=
12.50
m/z 105.00 81.52%
O‘\\\\“}“\J“\J‘L‘\‘\\\.‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16986: Cyclopropanamine, 2-phenyl-, trans-(+)-

%

132.0
A |
56.0 12.50
5000 m/z 132.00 67 .65%
il
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9546: Benzene, 1-propynyl- ——
115.0 12.50
m/z 79.00 55.46%
5000
51. \
Ol L e e e =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 cis-13-Octadecenoic acid Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
18.163 2.35 ng/ul 253334  Phenanthrene-di10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 95
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 95
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 95
4 Oxacyclohexadecan-2-one 240 C15H2802 000106-02-5 93
5 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 91

Abundance Scan 2563 (18.163 min): BP017252.D\data.ms (-2559) (- m/z 55.00 100.00%

58.0
5000

l. 236.1 18.00 18.50
L I\ o "

““w bt sy S20L 43934984 h s 41,10 61.00%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid
55.0

5000
18.00 18.50
m/z 69.00 59.98%

264.0
OL\I \wnl‘\h\‘“l:\3‘.\0\“\1‘\‘\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid

55.0

18.00 18.50
5000 m/z 83.05 38.95%

Jl 264.0
o_ﬂ“,h”‘w u#"u'w'1??"10»“_\H‘_m_ww_ww_
mjz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #176229: trans-13-Octadecenoic acid T —
55.0 18.00 18.50

m/z 97.10 32.78%

5000
$ 2640
L l mnn \

0‘\u\,\HW H\\Mu:\M\\w\\H‘\u\‘\u\‘u\\w\\\w\\w\ —

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

o

a1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 5 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.216  19.72 ng/ul 2130140  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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
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): BP017252.D\data.ms (-2568) (- m/z 73.00 100.00%

73.0
5000
2132 s —
“H s 18.00 18.50
ow”‘u‘H*kuA‘H‘m‘wH‘“3?5‘2‘?"9?““”‘“‘?‘?‘3‘_5%9 m/z 60.00 79.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— —
129.0 18.00 18.50
m/z 43.10 76.51%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

L
18.00 18.50

5000 129.0 m/Z 41.05 61.65%
“ 213.0
(- ‘w&h MWAm“\HH‘w_m‘wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T —
73.0 18.00 18.50

m/z 55.05 61.04%

256.0 MAWMMﬁﬂAR%MMm%”W
5000
57.0
! mhﬂn ‘lL

LB F O N —— — -
miz—> 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\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 2-Propen-1-one, 1,2-diphenyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
18.816 2.13 ng/ul 229563  Phenanthrene-di10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propen-1-one, 1,2-diphenyl- 208 C15H120 004452-11-3 76
2 2-Propen-1-one, 1,2-diphenyl- 208 C15H120 004452-11-3 68
3 1,2,4-Triphenyl-1,4-butanedione 314 C22H1802 004441-01-4 43
4 Thiourea, 1-benzoyl-3-(3-cyano-4... 329 C16H15N30S2 1000259-95-1 42
5 Ethyl 2-(benzoylamino)-4-methyl-... 334 C15H14N205S 1000460-07-7 38

Abundance Scan 2674 (18.816 min): BP017252.D\data.ms (-2671) (- m/z 105.00 100.00%
105.0
w0 \MJANV,AM/kMANANVJ/\
208.1 = e
39 ‘ 329 1 18.50 19.00
0200 h by 41y 26613201 4013 4902549 ... 77 09  55.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85340: 2-Propen-1-one, 1,2-diphenyl-
105.0
5000 208.0 — U
18.50 19.00
m/z 208.10  21.66%
O \\3\9\‘P\‘1ITJ\\11’\‘\‘}1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85337: 2-Propen-1-one, 1,2-diphenyl-
105.0
— ——
18.50 19.00
5000 m/z 207.00 17.03%
208.0
39. |
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217721: 1,2,4-Triphenyl-1,4-butanedione — ——
105.0 18.50 19.00
m/z 51.05 11.05%
5000
39.0 209.0 31?0
O e e et e e e it -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

SFAM-EPA-BP092023.MA.M Thu Sep 21 17:11:32 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 10E,12Z-Octadecadienoic acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
19.316 3.18 ng/ul 342969  Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 99
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 98
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 97
4 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 95
5 Linoelaidic acid 280 C18H3202 000506-21-8 93

Abundance Scan 2759 (19.316 min): BP017252.D\data.ms (-2756) (- m/z 67.00 100.00%
67.0

.

5000
19.00 19.50
207.0 280 1
0 \“th he'n bbb ot 4985 5361 n/; g1.e0  84.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
5000 — e
19.00 19.50
m/z 55.05 58.38%
80.0
O‘\\J\LI“J'\H HH F\"\‘i\‘%25\q\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0
— —r
19.00 19.50
5000 ITI/Z 95.05 54.38%

280.0

Pﬁh|1960 \

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173580: (9E,11E)-Octadecadienoic acid P P
67.0 19.00 19.50
m/z 41.05 49.84%

r

o

5000

\Jnuﬁlbfh“ 280.0

o‘H“_“w“H‘H"_“w“u‘u“_“w“u“u‘_“w‘
miz—> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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-Pentadecanethiol Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
19.339 2.23 ng/ul 240592  Phenanthrene-di10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 93
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 52
3 Chloroacetic acid, tetradecyl ester 290 C16H31C102 018277-86-6 50
4 Cyclopentadecane 210 C15H30 000295-48-7 47
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 47

Abundance Scan 2763 (19.339 min): BP017252.D\data.ms (-2761) (- m/z 55.00 100.00%

54.0
2291
5000
% - 1900 150
343.3 : '
: H‘UW«AWﬁ 439.4 5103 m/z 69.00  91.32%

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128528: 1-Pentadecanethiol

0
n
o

5000 — —
244.0 19.00 19.50
% m/z 83.10  78.60%
O‘\\}W\‘\\\“\\\\‘\gfa\‘d\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176220: 9-Octadecenoic acid, (E)-
55.0
— —
264.0 19.00 19.50
5000 ’ m/z 41.05 77 .65%

HIHF'“II\."\ Ji Alwun bl L

l

5

O L b b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186547: Chloroacetic acid, tetradecyl ester
83.0 19.00 19.50

m/z 43.10 63.80%

5000

h Wi

o““‘_‘“"H"“‘w“"(H“““w““‘u““‘u““‘_
miz—> 0 50 100 150 200 250 300 350 400 450 500 550  19.00 19.50

=
[e)]
[s¢]
L O
N
NS
[
o
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP092023\

Data File : BP@17252.D

Acqg On 1 20
Operator : MA/
Sample . 043
Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sep 2023 22:34
Ju
32-16

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 9 Octadecanoic acid Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
19.451 9.54 ng/ul 12527560  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 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2782 (19.451 min): BP017252.D\data.ms (-2778) (-

3

m/z 73.00 100.00%

5000

S

241.2

‘ H\ 1711 \ 19.50
o MMl L[ L], 8181 385.2 46025261 1/, 43.19  91.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 L
19.50
’ 1850 284.0 m/z 59.95 78.45%
0‘\\‘\‘\"‘ ‘!\Hrhl\\“\IH‘\\H‘\H‘\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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 57.18  72.33%
185.0
ob- i ‘h””\“ A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—

Abundance #179091: Octadecanoic acid
43.0 19.50
m/z 55.05 64.74%
5000 129.0
284.0
o Ll 00 -
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\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 10 18-Nonadecenoic acid Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
19.957 2.24 ng/ul 293692  Chrysene-di2 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 18-Nonadecenoic acid 296 C19H3602 076998-87-3 93
2 benzenamine, 4-methoxy-N-(4-nitr... 244 C13H12N203 1010401-26-2 46
3 Propanedinitrile, [(3,4,5-trimet... 244 C13H12N203 005688-82-4 42
4 m-(p-Methoxyphenoxy)benzoic acid 244 C14H1204 117423-75-3 38
5 Cyclododecane 168 C12H24 000294-62-2 35

Abundance Scan 2868 (19.957 min): BP017252.D\data.ms (-2865) (- m/z 83.00 100.00%

83.0
244.1
5000
183.0 S—
[ ‘U H 311.1373.4 4445 5364 20.00
ol ARy Ll LTSS 4345 8364 1, 55 05 90.32%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194392: 18-Nonadecenoic acid
58.0
5000 278.0 T
20.00
5.0 m/z 41.10  71.14%
A h M .
O‘\J\J‘\\\HL \\I\I\‘qllh“\ll’l\\l\ﬂI‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #127869: benzenamine, 4-methoxy-N-(4-nitrophenyl)-
244.0

g

20.00

5000 m/z 69.10 69.74%
183.0

76.0 ’
_‘A{J%;‘muq‘Lh&ﬂu‘_“w“u‘u“_“w‘u“u“_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127884: Propanedinitrile, [(3,4,5-trimethoxyphenyl)meth
244.0 20.00

m/z 244.10  64.89%

o

:

115.0
500015.0

86.0

nm l i b m ‘ .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 22
R.T. EstConc Area Relative to ISTD R.T.
20.175 7.61 ng/ul 999329  Chrysene-di12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
3 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 91
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 91
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 91

Abundance Scan 2905 (20.175 min): BP017252.D\data.ms (-2901) (- m/z 57.10 100.00%

57.1
5000

T
20.00 20.50

1 |
0 \Hm P, 22012821 3504 4263 4924549,y 7 71.10  75.31%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 S -
20.00 20.50

m/z 43.10 70.92%

\‘ J‘ h |y \\1970 28\20

\\\‘\\\\‘\\\W‘\\\\‘f\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester

57.0

T
20.00 20.50

o

5000 m/z 85.10 53.68%
o J } ‘FH : 1820 252.0 325.0
‘H“H“H PP TR TR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #160987: Carbonic acid, tridecyl vinyl ester — —
57.0 20.00 20.50

m/z 55.10 36.93%

h M

’ } 5.0182.0
0‘w‘W‘”Eﬁ‘W‘”‘W‘”\”‘W“”\”‘W‘”‘W‘”\”‘W‘ U ]

m/z--> 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\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 Tridecenyl angelate, 2E- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
20.492 3.78 ng/ul 496330  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecenyl angelate, 2E- 280 C18H3202 1000383-56-9 68
2 2-Butyl-.delta.l-pyrroline 125 C8H15N 064319-86-4 50
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 43
4 Oxalic acid, cyclohexyl tetradec... 368 C22H4004 1000309-31-5 43
5 Oxalic acid, cyclohexyl undecyl ... 326 C19H3404 1000309-31-3 43
Abundance Scan 2959 (20.492 min): BP017252.D\data.ms (-2955) (- m/z 83.00 100.00%
3.0
280.1 e
” m ” 140.0 207.0 343.1401.3 2050
b A hLLLAA00 2070 , | 3431401.8346095266 ./, 43.10 28.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173575: Tridecenyl angelate, 2E-
83.0
5000 U
20.50
m/z 55.00  27.57%
O\\\\‘“JL‘!‘\"[\‘W‘\‘\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12454: 2-Butyl-.delta.1-pyrroline
83.0
——
20.50
5000 m/z 41.10 23.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3754: Cyclohexane, methyl- T
83.0 20.50
m/z 280.10  21.93%
5000
quy,"“
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 9-Octadecenamide, (Z)- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
20.586 9.03 ng/ul 1186210  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 64
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 60
5 Palmitoleamide 253 C16H31NO 106010-22-4 53

Abundance Scan 2975 (20.586 min): BP017252.D\data.ms (-2972) (- m/z 59.00 100.00%
59.0

%

5000
‘ 20.50 |
238.2 .
ow’ “H\“J‘Wn bt o2o L A14L 4976 sz 72,00  73.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 —
20.50
‘ m/z 55.00 33.73%
O\‘\d\\‘ ‘\\\m\m‘l\“\h\%"%?\%‘o\\\\‘2\\8\].\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174777: 9-Octadecenamide, (Z2)-
59.0
T 1 \
20.50
5000 ITI/Z 41.10 31.64%
' 126.0
281.0
o Il gese o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174773: 9-Octadecenamide, (2)- —— ‘
59.0 20.50
m/z 43.10 23.57%
5000

3

Lo 70

RN [T vyt N ——

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 1-Heneicosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.139  39.27 ng/ul 5155800  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 Heptacos-1-ene 378 C27H54 015306-27-1 94

Abundance Scan 3069 (21.139 min): BP017252.D\data.ms (-3062) (- m/z 83.10 100.00%
1

83
5000

— ——
{ | ,‘ﬂ,?e'-l. 222.1281.0340.1 414.5 477.4536.4
[

21.00 21.50
O b R T e, 2200 0L 214947745304 m/z 55.18  93.18%

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

5000 — ——
21.00 21.50
125.0 m/z 69.10 93.12%
O‘HJ\M\"H' \J}‘I\l\‘l\‘!“l\'\lwgwe‘.\(\)uz‘eﬁ.\o\‘\H\‘HH‘\H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
—— —
21.00 21.50
5000 ITI/Z 57.10 91.94%
ol Ml ‘. H\ \F‘F?-IO 222'0280'0
R R RAA R R o e AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1 —— —
83.0 21.00 21.50
m/z 43.10 88.11%
- LA\J\ML
otstl| 1] 35a0 zm0 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

B
02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\

PO17252.D
@ Sep 2023 22:34

: MA/JU

Y

02

Quant Method
Quant Title

TIC Library

4332-16

1 Sample Multiplier: 1

: 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 15 1,22-Docosanediol Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
21.775 10.89 ng/ul 1429310 Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,22-Docosanediol 342 C22H4602 022513-81-1 97
2 Docosanal 324 C22H440 057402-36-5 96
3 Octadecanal 268 C18H360 000638-66-4 96
4 Henicosanal 310 C21H420 051227-32-8 96
5 Octadecanal 268 C18H360 000638-66-4 95

Abundance Scan 3177 (21.775 min): BP017252.D\data.ms (-3173) (- m/z 57.10 100.00%
57.1

20 Jb\\jjj\/
lr 1 —— ——
207.0 21.50 22.00
334.3
o ALAh W“'Jkgm‘w"‘“2‘7‘7‘1_Mw‘f‘?"l‘?wf’??f“ m/z 82.10  98.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251507: 1,22-Docosanediol
82.0
5000 e —
306.0 21.50 22.00
m/z 43.10 86.92%
2.0
LT 2220 )
O \‘\! \\ T \\\\ \h\l\l\l 1\\\\\\“\\\‘\\\‘ \\\\ TTTT TTTT TTTT TTTT T
\ l \ I \ I \ I \ I

miz--> 100 150 200 250 300 350 400 450 500 550

Q

Abundance #229611: Docosanal
82.0
21.50 22.00
5000 ITI/Z 96.05 69.88%
306.0
o UllLLz20 2300 MJL]\J
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecanal T ——
43.0 21.50 22.00
m/z 55.10 66.08%
5000
109.0
AL, =0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092023\

Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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: Straight-Chai... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
22.033 16.41 ng/ul 2154910  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 3221 (22.033 min): BP017252.D\data.ms (-3217) (- m/z 57.10 100.00%
57.1

~

5000
ﬂl 197.2 22.00
ol b LELy, 1972 3021 3872 4635 5326 ./, 7110  78.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 —— |
22.00
m/z 43.10 64.44%
2390
| AR 308.0
O‘\H ’\\H‘\\H‘\\H[1\HMWF\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

~

Abundance #194590: Heneicosane
57.0
22.00
5000 ITI/Z 85.10 56.48%
‘H‘w‘u‘“H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- T
57.0 22.00
m/z 41.05 23.73%
B A&M/k/\j\/
127.
ol LIPS 200 3003670 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

SFAM-EPA-BP092023.MA.M Thu Sep 21 17:11:45 2023 Page: 20



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

BPO@
. 20
: MA/
: 043

021

hod
le

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\

17252.D

Sep 2023 22:34
Ju

32-16

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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.086  85.45 ng/ul 11218900  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 3230 (22.086 min): BP017252.D\data.ms (-3225) (- m/z 83.10 100.00%

8’2
5000
T I
h? 3.1 92242 308.3 22.00
o AWM LLLETS, 2242 3083 397346119207 m/z 97.16  92.02%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
5000 ——
22.00
125.0 m/z 57.10  89.66%
ol HM‘,\ 1960 292.0 364.0
‘\\\’\f\‘1\\1‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #179253: n-Nonadecanol-1
83.0
22.00
5000 m/z 69.10 86.63%
0 ||| |50 280
‘H‘w“"‘H‘H‘w‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_

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

T \

Abundance #232316: Behenic alcoho
83.0 22.00
m/z 55.10 84.41%
B \Uh
ool |11} M‘F’?P 222.0280.0
e e et T e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

SFAM-EPA-BP092023.MA.M Thu Sep 21 17:11:47 2023 Page: 21



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
BPO17252.D

: 20 Sep 2023 22:34
: MA/JU
: 04332-16

021

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: 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 18 Tetracosanoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
22.427 13.27 ng/ul 1742256  Chrysene-d12 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 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Tetracosanoic acid 368 (C24H4802 000557-59-5 94
5 Heneicosanoic acid 326 C21H4202 002363-71-5 93

Abundance Scan 3288 (22.427 min): BP017252.D\data.ms (-3285) (- | m/z 43.10 100.00%
43.1
269.1 ' 22.50
0l J‘J‘c‘w‘%"“ul““““‘\“‘u‘PTP?(‘]‘T . mm‘u‘x“““2‘?:‘1”‘5‘93:‘?“‘ n/z 57.10  88.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277537: Tetracosanoic acid
73.0
5000 368.0 —
22.50
m/z 73.00 85.78%
H 185.0 269.0
O \\\"“‘ ‘\J\ JH[T‘L“L\‘“‘”\ \\\\\‘\‘\‘\f‘\‘\ \‘\“ \l\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277536: Tetracosanoic acid
43.0
——
22.50
m/z 55.10 72.24%
5000 368.0
129.0
o Lk, 2120 20
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid T
73.0 22.50
m/z 60.00 66.12%
5000
‘ ‘ 185.0 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21

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 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 19 1,19-Eicosadiene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.827 49.17 ng/ul 6908280  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Hexacosanal 380 C26H520 026627-85-0 94
3 Octadecanal 268 C18H360 000638-66-4 91
4 Eicosanal- 296 C20H400 002400-66-0 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 3356 (22.827 min): BP017252.D\data.ms (-3351) (- m/z 57.10 100.00%

57.1

;

5000
rfl 2222 269.3 362.4 . 2250 23.00
Obrr AL L L 2oee 2923 SO2F 4414 5470 myz 82.10  97.39%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
58.0
5000 = —
22.50 23.00
m/z 43.10 86.13%
[ |“‘1940 278.0
O‘\\\\‘\\\\‘\\\\‘\\T\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

.

Abundance #287971: Hexacosana
57.0
22.50 23.00
5000 m/z 96.05 68.53%
362.0
0 ‘ il ' |\ \\ 1182 0 250.0 ]
_“‘H“_‘ P e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

— ——

Abundance #158566: Octadecanal
43.0 22.50 23.00
m/z 55.05 66.00%
B //\\/\/\M/\
ok l180025°° e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.133 111.41 ng/ul 15653700  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91

Abundance Scan 3408 (23.133 min): BP017252.D\data.ms (-3401) (- m/z 57.10 100.00%

57.1
5000

T
23.00 23.50

Hl 197.2
o‘HH_umﬁwHH,HHE?%ﬁ??’%ﬂﬁ??%‘5‘9“"'?‘_“‘_” m/z 71.10 81.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158597: Nonadecane
57.0
5000 —r— e
23.00 23.50

m/z 43.10 62.54%

oL [ll1j 27019702680
‘\\\‘\\\\‘\\\\‘\\\\’\\\W‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #229650: Heptadecane, 9-hexyl-

43.0

T
23.00 23.50

5000 m/z 85.10 61.65%
3.0 2100
o AUES. 323.0
_“_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane ~—‘Jk‘ = [
57.0 23.00 23.50

m/z 55.05 23.83%

IJJ 27.0 quvp‘/\p\xJ\w

0 ) f/:7197.0267.0337.0407.0 491.0562.0
s A e T e e T

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 21 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.221 86.70 ng/ul 12182900  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Hexacosene 364 C26H52 018835-33-1 94
Abundance Scan 3423 (23.221 min): BP017252.D\data.ms (-3417) (-] | m/z 83.10 100.00%
83.1
‘1 23.00 23.50
3.1 2521 ' '
ol AT, 2521 33644030 8034 4/, 57 10 96.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 — e
23.00 23.50
5.0 m/z 97.10 94.98%
O‘\\“J‘\“\\\\“‘\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 #299848: 1-Heptacosanol
57.0
— —
23.00 23.50
5000 m/z 69.10 87.10%
1p5.0
ob { nJAn1950 264.0 378.0
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1 — —
83.0 23.00 23.50
m/z 55,10 85.03%
0290, { 1540 2380
AR Ea s e e  RAARAREmss s saas s — —
m/z--> 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\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 Hexacosanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.180  77.58 ng/ul 10900800  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 94
2 17-Octadecenal 266 C18H340 056554-86-0 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
5 13-Octadecenal 266 C18H340 056554-90-6 91

Abundance Scan 3586 (24.180 min): BP017252.D\data.ms (-3579) (- m/z 57.10 100.00%
7.1

5
5000

—
r3i 24.00 24.50
|

390.4
o“u‘p‘u‘Jﬁhwum%?%?_‘§993‘_‘m‘u4§5ﬂw5§5ﬁ m/z 82.10 96.71%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal
57.0

5000 L
24.00 24.50
“

m/z 43.10 83.71%

4.0 362.0
O “\\ ll|l '\ \\182'0 250.0 L \
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155912: 17-Octadecena
82.0

—
24.00 24.50
5000 m/z 96.05 68.91%

252.0
ols-ﬁmlﬁrw-ou
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550

Abundance #158569: Octadecanal —
43.0 24.00 24.50

m/z 83.10 64.93%

5000
109.0
W, =
J ‘\n\\lll\\l

O bbbt p et e e —r —
m/z--> 0 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\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24,557 102.32 ng/ul 14376300  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 2-Methylheptacosane 394 C28H58 001561-00-8 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3650 (24.557 min): BP017252.D\data.ms (-3642) (- m/z 57.10 100.00%
57.1
- M\ALA
LN \
H 1972 24.50
oAb L1, 197226713374 4151 | 8381 . np 7110 82.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158597: Nonadecane
57.0
5000 —— :
24.50
m/z 85.10 60.68%
| |[pzressrozmso
‘\\\\‘\\\\‘HH‘\\\\’\\H‘H\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298432: 2-Methylheptacosane
57.0
N \
24.50
5000 m/z 43.10 59.95%
351.0
T e
0“m‘mwuw‘HﬂMw‘mHH}‘m‘mwm‘mwm‘m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — ‘
57.0 24.50
m/z 55.10  23.51%
B M\U
o \HH 27.0197.0267.0337.0407.0 491.0562.0
e A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\

Library Search Compound Report

Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21

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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.710  45.14 ng/ul 6343040  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacos-1-ene 406 C29H58 018835-35-3 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 3676 (24.710 min): BP017252.D\data.ms (-3669) (- m/z 57.10 100.00%

57.1
5000
1ps5.1

195.1 281.1 24.50 25.00
ol AMMLLLLL 2981 2811 36424221 490.0549. /7 g319 05,58

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0

5000 T ——
24.50 25.00
1P5.0 m/z 97.10 93.10%
O\\“\“\ ‘Il}ll‘195.0406.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
— —
24.50 25.00
5000 m/z 69.10 85.53%
125.0
ool asse oo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol T —
57.0 24.50 25.00

m/z 43.10 82.17%

5000
125.0
L J‘ |, 1950 2640 3780

R T et =t TR ST RN TINE —— =
miz--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 25 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.021 62.36 ng/ul 8762530  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 96
2 Octadecanal 268 C18H360 000638-66-4 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
4 Octacosanal 408 C28H560 022725-64-0 91
5 Nonacosanal 422 C29H580 072934-04-4 91
Abundance Scan 3899 (26.021 min): BP017252.D\data.ms (-3892) (- m/z 57.10 100.00%
57.1
2000 A/\¢«\~J/\\VM)A
T \
rfl 222.1 292.3 418.4 i 26.00
o ALY o, £55.2 292.33502 7004761 BABY m/z 82.16  93.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal
57.0
5000 —~— :
26.00
m/z 43.10 80.87%
w40 362.0
O‘\\l ’\\ \‘\\“\'\‘%\8%‘0\\2\\59\9\\‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158566: Octadecana
43.0
— T \
26.00
5000 m/z 96.05 65.98%
0.0
ol il groo 2200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158580: Oxirane, hexadecyl- —— ‘
82.0 26.00
m/z 83.10 63.89%
- w/\/\Mx,/\\WMNMVM[
ol5d),Jl“‘FF"hMm —
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

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
BPO17252.D

: 20 Sep 2023 22:34
: MA/JU
: 04332-16

021

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 26 Nonacos-1-ene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
26.762 50.60 ng/ul 7109610  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Nonacos-1-ene 406 C29H58 018835-35-3 94
3 1-Hexacosene 364 C26H52 018835-33-1 93
4 Octacosanol 410 C28H580 000557-61-9 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 4025 (26.762 min): BP017252.D\data.ms (-4018) (- m/z 57.10 100.00%
57.1

1p5.1 — e

‘ 2091 2810 356141614752 26.50 27.00
obrrk b L, 22 2250 S80.1416.1475.2587.0 /2 83.10

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
5000 LN T

26.50 27.00
1¢5.0 m/z 97.10

I H\‘ Ii | 1.20 250.0308.0 378.0

T T ‘ T T ‘ T ‘ T 1T T TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

5000

=

o

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

Abundance #306022: Nonacos-1-ene
— —
26.50 27.00
5000 ITI/Z 69.10 75.00%
125.0
T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T —
57.0 26.50 27.00
m/z 43.10 73.78%
5000
125.0
0 \‘\ ‘ “ ﬁ‘ 1\ 1\1‘\820 292.0 364.0
e e e e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 27 .gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.592 113.91 ng/ul 16005800  Perylene-di12 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 96
3 .beta.-Sitosterol 414 C29H500 000083-46-5 93
4 .beta.-Sitosterol 414 C29H500 000083-46-5 90
5 .gamma.-Sitosterol 414 C29H500 000083-47-6 78
Abundance Scan 4166 (27.592 min): BP017252.D\data.ms (-4155) (- | m/z 43.10 100.00%
43.1
107.1
213.2
5000
LN T
| \M
0 Hm}‘ \‘ 47515361 n/z 107.10  62.22%
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 303.0 m/z 105.85  58.59%
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 — ‘
27.50
5000 ITI/Z 145.05 57.19%
213.0
0 lh\%‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol T ‘
43.0 27.50
m/z 55.10 56.86%
5000
107.0 414.0
bbbt 228
Y1 1Y PO Y .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc

ALS vial : 21 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 28 Lupeol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
29.151 41.50 ng/ul 5830790  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 95
2 Lupeol 426 C30H500 000545-47-1 89
3 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30H500 1000513-01-3 89
4 Betulin 442 C30H5002 000473-98-3 86
5 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30@H500 1000513-01-4 86

Abundance Scan 4431 (29.151 min): BP017252.D\data.ms (-4423) (- m/z 95.10 100.00%

95.1  180.2
5000
e
\ H 28.80 29.00
o2l m/z 189.15  98.32%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316482: Lupeo
95.0
5000 LA L L L B B B
28.80 29.00
m/z 93.85 91.97%
il
O‘\\‘\H[\l\l l“

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

-

Abundance #316484: Lupeol
95.0
189.0 T T
28.80 29.00
5000 m/z 81.05 91.02%
426.0
gl 11| 1 e
0 J\ lllJ il ”l iljl”l il\ \\‘L
—r LA AL A H‘_‘H‘H‘w‘u‘_‘u‘

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

Abundance #316529: Epilupeol; 20(29)-Lupen-3alpha-ol (isomer 1) —
189.0 28.80 29.00

m/z 135.05 84.14%

121.0
5000

L

426.0
J

JIML7%BO 1

H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.80 29.00

O
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17252.D

Acqg On : 20 Sep 2023 22:34
Operator : MA/JU

Sample : 04332-16

Misc :

ALS Vvial : 21  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|
Benzoic acid 10.028 10.9 ng/ul 756412 2 10.763 1382810 20.0
Benzeneacetic acid 11.316 11.4 ng/ul 786997 2 10.763 1382810 20.0
Benzeneacetonit... 12.510 12.9 ng/ul 893408 2 10.763 1382810 20.0
cis-13-Octadece... 18.163 2.4 ng/ul 253334 4 17.369 2160300 20.0
n-Hexadecanoic ... 18.216 19.7 ng/ul 2130140 4 17.369 2160300 20.0
2-Propen-1-one,... 18.816 2.1 ng/ul 229563 4 17.369 2160300 20.0
10E,12Z-0Octadec... 19.316 3.2 ng/ul 342969 4 17.369 2160300 20.0
1-Pentadecanethiol 19.339 2.2 ng/ul 240592 4 17.369 2160300 20.0
Octadecanoic acid 19.451 9.5 ng/ul 1252750 5 21.474 2625880 20.0
18-Nonadecenoic... 19.957 2.2 ng/ul 293692 5 21.474 2625880 20.0
(DEL) Alkane: S... 20.175 7.6 ng/ul 999329 5 21.474 2625880 20.0
Tridecenyl ange... 20.492 3.8 ng/ul 496330 5 21.474 2625880 20.0
9-Octadecenamid... 20.586 9.0 ng/ul 1186210 5 21.474 2625880 20.0
1-Heneicosanol 21.139 39.3 ng/ul 5155800 5 21.474 2625880 20.0
1,22-Docosanediol 21.775 10.9 ng/ul 1429310 5 21.474 2625880 20.0
(DEL) Alkane: S... 22.033 16.4 ng/ul 2154910 5 21.474 2625880 20.90
(DEL) Alkane: S... 22.086 85.5 ng/ul 11218900 5 21.474 2625880 20.0
Tetracosanoic acid 22.427 13.3 ng/ul 1742250 5 21.474 2625880 20.0
1,19-Eicosadiene 22.827 49.2 ng/ul 6908280 6 23.998 2810210 20.0
(DEL) Alkane: S... 23.133 111.4 ng/ul 15653700 6 23.998 2810210 20.0
1-Heptacosanol 23.221 86.7 ng/ul 12182900 6 23.998 2810210 20.0
Hexacosanal 24.180 77.6 ng/ul 10900800 6 23.998 2810210 20.0
(DEL) Alkane: S... 24.557 102.3 ng/ul 14376300 6 23.998 2810210 20.0
(DEL) Alkane: S... 24.710 45.1 ng/ul 6343040 6 23.998 2810210 20.0
Octadecanal 26.021 62.4 ng/ul 8762530 6 23.998 2810210 20.0
Nonacos-1-ene 26.762 50.6 ng/ul 7109610 6 23.998 2810210 20.0
.gamma.-Sitosterol 27.592 113.9 ng/ul 16005800 6 23.998 2810210 20.0
Lupeol 29.151 41.5 ng/ul 5830790 6 23.998 2810210 20.0
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