LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc :

ALS Vvial : 15 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@17269.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 41 rVB 21630 27164 0.36% 0.038%
2 3.758 111 114 124 rVB 23557 39741 0.52% 0.055%
3  3.852 127 130 137 rVB7 9573 14354 0.19% 0.020%
4 3.934 139 144 154 rVB 70412 107539 1.41% 0.149%
5 4.052 160 164 167 rvB3 9773 14117 0.19% 0.020%
6 4.187 184 187 195 rVB4 21106 34960 0.46% 0.049%
7 4.275 199 202 209 rVB 21109 27329 0.36% 0.038%
8 4.440 226 230 234 rBV3 23217 32075 0.42% 0.045%
9 4.693 271 273 276 rVB3 9877 9799 0.13% 0.014%
10 4.740 277 281 285 rBV5 5754 11202 0.15% 0.016%
11 4.987 318 323 330 rBV 44239 65359 0.86% 0.091%
12 5.570 419 422 427 rBv2 6762 9515 0.12% 0.013%
13 6.346 548 554 558 rBV 17684 28927 0.38% 0.040%
14 6.911 643 650 654 rBV3 14161 25138 ©0.33% 0.035%
15 7.099 675 682 693 rBV 411058 679574  8.92%  0.944%
16 7.281 707 713 721 rBV 278774 423035 5.55% 0.588%
17 7.464 738 744 751 rVWW 333745 535330 7.02% 0.744%
18 7.546 754 758 764 rVV5 11276 20554 0.27% 0.029%
19 7.752 788 793 800 rvB2 7366 14725 0.19% 0.020%
20 7.940 818 825 833 rBV 595750 921672 12.09%  1.280%
21 8.652 938 946 957 rBV 325237 548329 7.19% 0.762%
22 8.793 964 970 975 rBV 73074 115942 1.52% 0.161%
23 9.134 1018 1028 1037 rBvV 291948 507117 6.65% 0.705%
24 9.222 1038 1043 1045 rVv2 12381 21264 0.28% 0.030%
25 9.246 1045 1047 1054 rVBS8 9082 16132 0.21% 0.022%
26 9.346 1059 1064 1068 rBV7 5920 8754 0.11% 0.012%
27 9.852 1143 1150 1159 rBV 243078 405510 5.32% 0.563%
28 10.016 1168 1178 1195 rBV 140783 359616 4.72%  0.500%
29 10.216 1209 1212 1217 rVB3 8584 11704 0.15% 0.016%
30 10.381 1233 1240 1252 rBV 365412 622200 8.16% ©0.864%

31 10.763 1298 1305 1312 rBV 760871 1252552 16.43% 1.740%
32 10.934 1328 1334 1343 rBV 57914 118422 1.55% 0.165%

33 11.322 1396 1400 1407 rVB10 5210 11092 ©.15% 0.015%
34 11.522 1431 1434 1441 rBV9 5756 8928 0.12% 0.012%
35 11.693 1459 1463 1467 rBV7 6810 9359 0.12% 0.013%
36 12.346 1568 1574 1579 rVB3 14919 28231 0.37% 0.039%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc :

ALS Vvial : 15 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 12.422 1583 1587 1592 rvB8 4469 7990 0.10% 0.011%
38 12.516 1595 1603 1619 rBV2 181723 400265 5.25% ©.556%
39 13.357 1741 1746 1751 rBvVS8 3184 8486 0.11% 0.012%
40 13.446 1751 1761 1769 rVV 36631 70639 0.93% 0.098%
41 13.546 1773 1778 1788 rVv4 10353 21821 0.29% 0.030%
42 13.781 1814 1818 1819 rBv4 6747 8179 0.11% 0.011%
43 13.904 1833 1839 1845 rBV1e 8126 17007 ©0.22% 0.024%
44 14.016 1851 1858 1866 rBV 605736 838874 11.01% 1.165%
45 14.210 1884 1891 1892 rBV7 6333 10212 0.13% 0.014%
46 14.298 1899 1906 1917 rBV 709739 1035031 13.58% 1.438%
47 14.428 1924 1928 1931 rBV6 6045 8466 0.11% 0.012%
48 14.598 1950 1957 1966 rVV 1012599 1510812 19.82% 2.099%
49 14.834 1992 1997 2017 rBV 179764 349871 4.59% 0.486%
50 14.998 2019 2025 2032 rVV6 21333 46636 0.61% ©0.065%

51 15.334 2077 2082 2087 rBV 78384 105407 1.38% ©.146%
52 15.598 2118 2127 2138 rBV 926358 1333014 17.49%  1.852%
53 15.728 2144 2149 2155 rBV 189503 250342 3.28% 0.348%

54 15.875 2170 2174 2181 rVB10o 7765 16194 0.21% 0.022%
55 16.128 2214 2217 2221 rBV5 5767 8566 ©0.11% 0.012%
56 16.245 2232 2237 2245 rVB3 20589 46598 0.61% 0.065%
57 16.316 2248 2249 2255 rVB6 7024 8300 0.11% 0.012%
58 16.445 2267 2271 2274 rBV4 14374 16255 0.21% 0.023%
59 16.492 2276 2279 2286 rVB6 18913 32963 0.43% 0.046%
60 16.587 2290 2295 2303 rBV10 17516 47983 0.63% 0.067%
61 16.722 2314 2318 2322 rBvV4 19766 30986 0.41% 0.043%
62 17.087 2377 2380 2383 rBV5 10101 13701 0.18% 0.019%
63 17.222 2399 2403 2411 rBV 181625 294120 3.86% 0.409%
64 17.369 2422 2428 2434 rBV 1265404 1840300 24.14%  2.557%
65 17.469 2440 2445 2455 rVB 881465 1278736 16.78% 1.776%
66 17.551 2456 2459 2464 rBV4 24510 34416 0.45% 0.048%
67 17.992 2532 2534 2540 rVB6 20402 25821 0.34% 0.036%
68 18.104 2550 2553 2559 rVB4 37742 48648 0.64% 0.068%
69 18.163 2559 2563 2567 rVB2 57851 69664 0.91% 0.097%
70 18.216 2567 2572 2585 rBV 775493 1109949 14.56%  1.542%
71 18.504 2618 2621 2629 rVB6 35065 62589 0.82% 0.087%
72 19.086 2718 2720 2723 rVB 50666 51502 0.68% 0.072%
73 19.316 2756 2759 2761 rBV 151708 168593 2.21% 0.234%
74 19.339 2761 2763 2765 rVV2 128692 156651 2.06% 0.218%
75 19.363 2765 2767 2774 rVB2 230759 358799 4.71%  ©.498%

76 19.451 2778 2782 2786 rBV 336969 448859 5.89% 0.624%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc :

ALS Vvial : 15 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 19.710 2822 2826 2838 rVB 1328187 1846893 24.23% 2.566%
78 19.957 2865 2868 2873 rBV3 124008 179498 2.35% 0.249%
79 20.175 2901 2905 2910 rVB 309432 371897 4.88% 0.517%
80 20.510 2959 2962 2968 rVB3 109813 145525 1.91% 0.202%
81 20.851 3017 3020 3025 rVB2 189169 230130 3.02% 0.320%
82 21.122 3063 3066 3067 rBV 260065 274825 3.61% 0.382%
83 21.145 3067 3070 3078 rVB 940913 1328888 17.43% 1.846%
84 21.439 3117 3120 3123 rBV 588481 781157 10.25% 1.085%
85 21.475 3123 3126 3131 rVB 1627272 2118215 27.79% 2.943%
86 21.775 3174 3177 3179 rBV2 332766 370908 4.87% 0.515%
87 22.033 3218 3221 3225 rVB 581209 708022 9.29% 0.984%
88 22.092 3226 3231 3238 rBV 1396402 2490431 32.67% 3.460%
89 22.427 3285 3288 3300 rVB2 449433 733801 9.63% 1.019%
90 22.827 3352 3356 3365 rVB 1502386 2310317 30.31% 3.210%
91 23.127 3402 3407 3416 rVB 2749216 4711623 61.81% 6.546%
92 23.227 3418 3424 3433 rBV 1928715 4345421 57.01% 6.037%
93 23.833 3523 3527 3533 rVB2 848108 1547713 20.31% 2.150%
94 23.998 3550 3555 3565 rVB 1189316 2450066 32.14%  3.404%
95 24.180 3580 3586 3594 rVB 1344586 2549637 33.45% 3.542%
96 24.557 3642 3650 3664 rVB 3377859 7622286 100.00% 10.589%
97 24.716 3671 3677 3687 rVB3 646812 1732002 22.72% 2.406%
98 26.016 3892 3898 3918 rVB 1077754 3022296 39.65% 4.199%
99 26.510 3975 3982 4004 rVB 971953 4215078 55.30% 5.856%
100 27.586 4156 4165 4183 rVB3 1630735 6613839 86.77% 9.188%

Sum of corrected areas: 71980974
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 21 Sep 2023 16:04
: MA/JU
: 04387-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
BP017269.D

: 15  Sample Multiplier: 1

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

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP017269.D\data.ms

10.763

7-09%g 164 8.652 9.134 0 10.381
13.305 33%§3raraimen®987 5570 6.346  6.911 | 7\57675 }@93 ?&@621& 0.9341 327550

Time-->

350 400 450 500 550 600 650 700 750 800 850 9. 00 9.50 10. 00 1050 11.00 11.50

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP017269.D\data.ms

19.710
17.369

14.598 15.598 17.469 18 216

208
14 oi‘é1
119891 30
14834 : 19 //f“»jkﬁf‘f
11234@ 133;9m 4.9985.334 5 smﬁmmnm de7 17551 551 172k 8 504

Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 1600 16.50 17.00 17.50 18.00 18.50 19.00 1950 20.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP017269.D\data.ms
24.557

23.127

28.227
27.586

233

26.016
23.83 26.510

4.716
] /\Jng/\&/JA\\,N\//

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\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 unknown-01 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
3.934 2.33 ng/ul 107539 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 Silane, trimethyl(1-methyl-1-pro... 128 C7H16Si 010111-13-4 25
3 3-Heptanol, 3-methyl- 130 C8H180 005582-82-1 17
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 12
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 10
Abundance Scan 144 (3.934 min): BP017269.D\data.ms (-139) (-) m/z 73.00 100.00%
73.0

o

5000
L
” 2810 3.60 3.80 4.00 4.20
Ol # [133.0  221.0281.0341.0 42904888546 1/, 43.05 22.73%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16569: Butane, 2,3-dimethoxy-2-methyl-
73.0
5000 L L R IR B
3.60 3.80 4.00 4.20
m/z 41.05 15.75%
O‘\\w\”“”‘\;\‘\“\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #14244: Silane, trimethyl(1-methyl-1-propenyl)-, (E)-

=

73.0
R
3.60 3.80 4.00 4.20
5000 ITI/Z 101.10 11.50%
Ol bl 4820
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15712: 3-Heptanol, 3-methyl- ““““H“““J}ru“
73.0 3.60 3.80 4.00 4.20
m/z 58.95 10.02%
5000
sl
o_J“JL““J‘“_MH‘Hwm_HWm_m‘mwm‘w_ A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 Benzoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.016 5.74 ng/ul 359616 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 122 C7H602 000065-85-0 94
5 Benzoic acid, silver(1+) salt 228 C7H5Ag02 000532-31-0 90

Abundance Scan 1178 (10.016 min): BP017269.D\data.ms (-1168) (- m/z 105.00 100.00%

105.0
5000
—1—
4510 10.00
O rrdllah o) 1929 2671 36914331 5031 47 177,00  80.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11264: Benzoic acid
105.0
5000 —— i
10.00
m/z 76.95 73.99%
39.
O‘\‘\lT‘lf“f“\“\\l‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid
105.0
T \
10.00
5000 ITI/Z 50.95 32.34%
45Ph |
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11261: Benzoic acid o VWT
105.0 10.00
m/z 49.95 19.12%
5000
39#1
O e =
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\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 15
R.T. EstConc Area Relative to ISTD R.T.
12.516 6.39 ng/ul 400265 Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetonitrile, .alpha.-hyd... 133 C8H7NO 000532-28-5 68
2 Cyclopropanamine, 2-phenyl-, tra... 133 C9H11N 003721-28-6 46
3 Benzeneacetonitrile, 4-hydroxy- 133 C8H7NO 014191-95-8 46
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 43
5 Benzene, 1l-isocyanato-4-methyl- 133 C8H7NO 000622-58-2 30
Abundance Scan 1603 (12.516 min): BP017269.D\data.ms (-1595) (- m/z 133.00 100.00%
138.0
51.0
5000
RN \
‘l ‘ 193.0 12.50
o bl 1930 204.9357.04181 5029 ... 77,00  92.53%
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  86.32%
3p.0
O‘HH“M‘\J“\J'L‘\‘\H‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘\

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

Abundance #16986: Cyclopropanamine, 2-phenyl-, trans-(+)-
132.0

—

e
56.0 12.50
5000 m/z 132.00 71.79%

| M

J ‘H

—

ol—hbally
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16924: Benzeneacetonitrile, 4-hydroxy- ——
133.0 12.50
m/z 115.00 60.29%
5000
OJHHHHl A
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\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 Sample Multiplier: 1

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

Quant Tit

TIC Libra

le

ry

: 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 4 Tetradecanoic acid Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
17.222 3.20 ng/ul 294120  Phenanthrene-di10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 93
2 Undecanoic acid 186 C11H2202 000112-37-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2403 (17.222 min): BP017269.D\data.ms (-2399) (- m/z 43.05 100.00%

43.0
5000
129.0 199.2

C e
‘H 17.00 17.50
Ol Al ‘WmmJﬂﬂﬂ‘w‘?5§9“‘§ﬁ4§ 4369 5314 ./, 72,95  88.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
73.0
5000 e —
185.0 17.00 17.50
m/z 59.95  74.96%
O‘\\“\““ m"#"‘g!‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60689: Undecanoic acid
60.0
\‘ T ‘ T T ‘ T
17.00 17.50
5000 ITI/Z 41.05 70.20%
129.0
o“ umHn’,@SV-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —— —
73.0 17.00 17.50
m/z 57.00 68.89%

15.1Lh U\ ln 139 9\1\9\9 ’ Jﬂ&

o2, “‘H“,H“_"w“‘w“u“u“u“‘u“_“w‘ e —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
BP017269.D

Sep 2023 16:04

: MA/JU
: 04387-11

. 15

hod
le

ry

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 n-Hexadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.216 12.06 ng/ul 1109950  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 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): BP017269.D\data.ms (-2567) (- m/z 73.00 100.00%

73.0
5000
213.2 — =
m | \ 18.00 18.50
0l M%Mwﬂ_lﬂ‘u“?5%?H3ﬁ594¥7???5ﬁ5§§§ m/z 43.05 81.54%
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 60.00 80.44%
0 .\‘M Jmﬂh“w il \}?ﬂb\ l
‘\\\‘ \\‘f\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #143510: n-Hexadecanoic acid
60.0
—— —
18.00 18.50
5000 129.0 m/Z 41.05 65.51%
“ 213.0
(" ‘thwﬂﬂjﬂq“nWL‘H"H“‘H“H“_“w“‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance

#143511: n-Hexadecanoic acid T T
73.0 18.00 18.50

m/z 55.05 61.75%

J.‘MHLTTT W«””xjvj\“‘”“\“~”

o L ‘ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:27:12 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 cis-10-Heptadecenoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.363 3.90 ng/ul 358799  Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 72
2 14-Pentadecenoic acid 240 C15H2802 017351-34-7 60
3 cis-13-Octadecenoic acid 282 (C18H3402 013126-39-1 53
4 cis-Vaccenic acid 282 (C18H3402 000506-17-2 50
5 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 50
Abundance Scan 2767 (19.363 min): BP017269.D\data.ms (-2765) (- m/z 55.10 100.00%
55.1
5000 \J;JU\\V\'
P e
| ‘ ‘ m?’l 2020641  ges 4 caso 1000 19.50
O e AN o S 2 BOLL 9390 7 69 00 90. 60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158391: cis-10-Heptadecenoic acid
55.0
5000 — ——
19.00 19.50
m/z 41.10 75.52%
} 250.0
O‘\\\ll’\\‘\h\ \“\Jl"\"h“\Bf\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123669: 14-Pentadecenoic acid
55.0
P e
19.00 19.50
5000 m/z 83.10 53.81%
M 38.0 222.0
o_‘J‘\,uH“ H"‘«‘H“M‘H_H‘_m_ww_ww_
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid — —
55.0 19.00 19.50
m/z 97.05 53.60%
h J A/VM\\V
264.0
o”“* uc"'u'w;9‘3‘10‘-‘”_‘H‘_Hww_m‘ww‘_ A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.451 4.24 ng/ul 448859  Chrysene-d12 21.475
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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2782 (19.451 min): BP017269.D\data.ms (-2778) (- m/z 73.00 100.00%
3.0

3

A

5000
241.2
‘ ‘ ‘ 19.50
0l Al Whm“u H,\HL ook 356:1417.3476.05350 ./, 43,10  96.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T
185.0 19.50
H m/z 60.00 82.99%
OJ' \’\M“h\‘TJ‘\\t\\"\l\h!HM\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
T
19.50
5000 ITI/Z 57.10 78.10%
185.0 284.0
o_m“”p H‘Mw\m,mJ“m\‘_m‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid —
43.0 19.50
m/z 41.05 73.69%
5000
12
“ 9.0 284.0
o_“‘ ““HWHP,*‘ —
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 : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.175 3.51 ng/ul 371897 Chrysene-d12 21.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 95
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 91

Abundance Scan 2905 (20.175 min): BP017269.D\data.ms (-2901) (- m/z 57.10 100.00%

57.1
5000

—
51 20.00 20.50

ob W_Jue‘- 197.1 267.0326.9 41574758 5491 /7 43.05  75.10%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138521: 1-Octadecene

5000

2.1
~Jl
o

T
20.00 20.50
m/z 71.05 71.25%

0 ‘ \ J\ “ Il 1\182 0 25l2 0
T \\1\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
5000 m/z 85.05 48.14%

J } ‘Jﬁﬁ : 1820 2520 325.0
FRUTETvwi 520 8250 e
miz-> 50 100 150 200 250 300 350 400 450 500 550

Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester T 7
57.0 20.00 20.50

m/z 55.05 45.43%

- M

ol H L MF%.22402970 B

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 (Z)-14-Tricosenyl formate Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
20.851 2.17 ng/ul 230130  Chrysene-di12 21.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 86
2 9-Octadecen-1-0l, (Z)- 268 C18H360 000143-28-2 76
3 Disparlure 282 C19H380 029804-22-6 72
4 2-Octadecyl-propane-1,3-diol 328 C21H4402 005337-61-1 70
5 Docosanal 324 C22H440 057402-36-5 68
Abundance Scan 3020 (20.851 min): BP017269.D\data.ms (-3017) (- m/z 57.10 100.00%
57.1
- MJJL
— ——
lﬁL 197.2 281.0 20.50 21.00
oo M il )1 3082 46835361 s 10 g5 a1y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275491: (Z)-14-Tricosenyl formate
55.0
5000 — e
20.50 21.00
3.0 m/z 82.10 88.16%
0‘\\\\‘\1" ["“'949403200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158586: 9-Octadecen-1-ol, (Z)-
55.0
— T
20.50 21.00
5000 m/z 55.00 85.39%
4.0
O?Mﬁw%“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176348: Disparlure _— ——
69.0 20.50 21.00
m/z 83.10 72.38%
5000
183.0
I T S N S
m/z--> 0 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 : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 2-Bromo dodecane Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
21.122 2.59 ng/ul 274825  Chrysene-di12 21.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 3066 (21.122 min): BP017269.D\data.ms (-3063) (- m/z 57.10 100.00%
57.1
- MLJM
— —
‘ \FW 1 207, 02670 341.0 429.1 548 2100 2150
Olprrrd b L L 2070 341D 42914899948, m/z 71.e5  82.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 - ——
21.00 21.50
m/z 43.10 66.53%
169.0
O‘\\d\‘\“\‘1\‘\‘!\!!JW\\WN\L\\‘\%4\.’8\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
—— —
21.00 21.50
5000 m/z 85.05 61.46%
M F 226.0
0WH‘"H“M“M“‘m“‘H,m‘W‘Wm_m‘mwmw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl- 7 T
43.0 21.00 21.50
m/z 41.10 27.66%
h /\JM
210.0
30
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 : BP@17269.D

Acqg On : 21 Sep 2023 16:04

Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 n-Nonadecanol-1 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
21.145 12.55 ng/ul 1328890  Chrysene-d12 21.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Hexadecanol 242 C16H340 036653-82-4 70
4 Cyclotetracosane 336 C24H48 000297-03-0 64
5 Eicosyl methyl ether 312 C21H440 1000406-29-4 64

Abundance Scan 3070 (21.145 min): BP017269.D\data.ms (-3067) (- m/z 83.10 100.00%

83.1
5000

H ‘30 221.0281.1 21.00 21.50
o AALLLIPSD, 221028113402 4169 4901548 /) ¢o 10  g85.17%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0

5000 e e
21.00 21.50

{ m/z 97.10 84.94%

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

T
21.00 21.50
5000 m/z 55.10 83.74%

125.0

h ‘\ _ 196.0 266.0

R L n e Tem——
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #126378: 1-Hexadecanol 7 —
69.0 21.00 21.50

m/z 43.10  69.20%

\ }P? 0196.0

o_u\‘k‘u e e e — —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 Octadecanal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.775 3.50 ng/ul 370908 Chrysene-d12 21.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Tetradecanal 212 C14H280 000124-25-4 91
3 Tetracosanal 352 (C24H480 057866-08-7 91
4 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 90
Abundance Scan 3177 (21.775 min): BP017269.D\data.ms (-3174) (-~ m/z 57.10 100.00%
57.1
31 T T T T T T
” ﬂ 20‘702669 356.0 751 21.50 22.00
ob ML L g L, 2009 350.04141475.1835.1 0 gy 09 90.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecanal
43.0
5000 A ——
21.50 22.00
lTO m/z 43.10 87.33%
O‘\\L “\\ \‘\‘\\l\\“\l“\l\‘\\‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90085: Tetradecanal
57.0
—— —
21.50 22.00
5000 m/z 55.05 69.93%
‘ 168.0
o_‘l‘ A4k w“"‘“&‘uﬂm_m_mwWm_uwu,uu_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262002: Tetracosanal T ——
57.0 21.50 22.00
m/z 96.00 67.85%
- A/J\/\‘f\/\‘/\/h
ol 2220 SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 14
R.T. EstConc Area Relative to ISTD R.T.
22.033 6.69 ng/ul 708022  Chrysene-di2 21.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Tetracosane 338 C24H50 000646-31-1 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
Abundance Scan 3221 (22.033 min): BP017269.D\data.ms (-3218) (- m/z 57.10 100.00%
57.1
. MN\JU\\AJ\\/
T \
\1F7 1 1972 281.0 3551 429.1489.8549. 22.00
0““ \ R R e S RARRAaEET: m/z 71.10 78.27%
m/z--> 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 66.48%
239 0
ol g 296.0
\\‘\\\\‘\\\\‘\\I\NT\\f[\\f\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
1 \
22.00
5000 m/z 85.10 52.83%
1
|(F]2 170 2670 3300
O R SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane 1
57.0 22.00
m/z 41.05 23.49%
B AAMWﬂ/\AwJJ\NMAwVﬂ\J
oLl ‘ || 1270 197.0 2670 3670
H‘_“w‘H"H‘w“u‘u“_‘H“H‘_“W‘H“H‘w‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
BP017269.D

Library Search Compound Report

: 21 Sep 2023 16:04
: MA/JU
: 04387-11

: 15  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 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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.092  23.51 ng/ul 2490430  Chrysene-d12 21.475
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 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 1-Tetracosene 336 C24H48 010192-32-2 94

Abundance Scan 3231 (22.092 min): BP017269.D\data.ms (-3226) (- m/z 83.10 100.00%

83.1
5000
T I
} PP 2221 3084 397.3 476.053 22.00
0k "mhhu‘wum“H‘_‘H“H‘_‘H“H‘_‘H‘5H5ﬁ m/z 57.05 95.53%
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 69.18 86.98%
\‘\\ I ‘} ‘\‘1\ I |1960 292.0 364.0
O‘\\\’\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 ITI/Z 97.05 86.74%
orogl[]|]] 15s0 2380
e ‘“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 #286432: Heptacos-1-ene T ‘
57.0 22.00
m/z 55.05 85.46%
5000
125.0
378.0
ohtbh MI‘HA%-O\ o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Library Search Compound Report

Data File : BP@17269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15

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 15 Heneicosanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.427 6.93 ng/ul 733801  Chrysene-di2 21.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosanoic acid 326 C21H4202 002363-71-5 98
2 Tetracosanoic acid 368 (24H4802 000557-59-5 95
3 Tetracosanoic acid 368 (C24H4802 000557-59-5 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Tetracosanoic acid 368 (C24H4802 000557-59-5 87

Abundance Scan 3288 (22.427 min): BP017269.D\data.ms (-3285) (- m/z 43.10 100.00%

43.1
5000 129.0

" 2|0702591 36‘8'4 22.50
o wJ‘HJ*MWLsu\\wM‘“u_u}‘wH_mf‘7‘5‘18_5?75¢1‘ m/z 57.10  90.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232199: Heneicosanoic acid
43.0 326.0
129.0
5000 L
22.50
m/z 73.00 88.26%

O \“\M“‘\\UM\‘UU‘\‘\‘\\\‘\\‘\\‘“\H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 68.01%
5000 368.0
129.0

o Ll 220 2o

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277537: Tetracosanoic acid T
73.0 22.50

m/z 60.00 67.05%

5000 368.0
185.0 269.0
J‘ hu“\uhn\ . \ [1] ‘ [ ‘ \

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 16 1,19-Eicosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.827 18.86 ng/ul 2310320  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
4 Hexacosanal 380 C26H520 026627-85-0 94
5 Heptadecanal 254 C17H340 1000376-70-0 93

Abundance Scan 3356 (22.827 min): BP017269.D\data.ms (-3352) (- m/z 57.10 100.00%
57.1

3

5000
ﬁl 2070 624 22.50 23.00
o ALY, 2070 2783 36244282 | 5369 .., gy 16 90.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171302: 1,19-Eicosadiene
55.0
5000 = —
22.50 23.00
m/z 43.10 86.19%
O‘\\J‘\‘\‘\\l\‘\F\“\I\f\J\-fg\4‘10f\\%Z\S\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176357: Oxirane, heptadecyl-
82.0
— ==
22.50 23.00
5000 ITI/Z 55.05 65.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158579: Oxirane, hexadecyl- — —
82.0 22.50 23.00
m/z 83.10 61.01%
- M\
OHLIS‘H2500 — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Data File : BP@17269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.127  38.46 ng/ul 4711620  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3407 (23.127 min): BP017269.D\data.ms (-3402) (- m/z 57.05 100.00%

57.0
5000

T
23.00 23.50

1
‘ 197.2
o LLLEEIR 1972 267 5373020810 5361/, 7130 79, 38
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 V_\/\\ T T T
23.00 23.50

m/z 43.10 62.51%

oL RO 1970 2670 350
‘\\11‘\ff\‘\\\1‘\1\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane

57.0

T
23.00 23.50

5000 m/z 85.05 58.41%
0 \‘ J L I 1‘1%7‘\ I \1.970 296.0
A s o e e o e R R S S RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287976: Heptacosane \"*7Aw — =
57.0 23.00 23.50

m/z 55.10 24.18%

[‘ || 1210 197.0 2670 380,

O‘H‘W‘H‘_‘wﬂmuqcu‘_‘u‘H‘W‘H‘_‘HM‘H‘H‘W‘

— T
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\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 18 (DEL) Alkane: Cyclic23.227 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.227  35.47 ng/ul 4345420  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 98
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 1-Hexacosene 364 C26H52 018835-33-1 95
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3424 (23.227 min): BP017269.D\data.ms (-3418) (| | m/z 57.10 100.00%

57.1
5000
125.1 -

T
23.00 23.50

ol AlMAI1i, 1822 2521 3363 41504771 549, 1, 5310 99.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 U ]
23.00 23.50

m/z 97.05 94.72%

Oz\d\.\‘\\\\‘\\‘ﬁ-\‘A\‘I\\I2\I]‘.9\“(\)I\‘|2\Z%g\‘011\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0

1 —

23.00 23.50
5000 m/z 69.05 87.34%

125.0
ol { J “\ | 1820 250.0308.0 378.0
A A A e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T ——
57.0 23.00 23.50

m/z 43.10 86.43%

5000
125.0
| "‘\‘Aﬁszo 292.0 364.0

o e P T e — e
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 : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 Oxirane, heptadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.180 20.81 ng/ul 2549640  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 94
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
3 Hexacosanal 380 C26H520 026627-85-0 94
4 Nonacosanal 422 C29H580 072934-04-4 93
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 3586 (24.180 min): BP017269.D\data.ms (-3580) (- m/z 57.10 100.00%
57.1

5000
T “
3.1 24.00 24.50
207.0 : X g
T ¥ "gmlwwwu D281 3904 5029 n/z 82.10  90.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
5000 = —

24.00 24.50
m/z 43.10 84.01%

HEE® 1040 2780
‘\\\\‘\ \‘\\\\[\\f\‘1f\\[\\W\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0

T
24.00 24.50

o

5000 m/z 96.05 64 .46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal T ——
57.0 24.00 24.50

m/z 55.05 61.83%

362.0
| | L 182 0 250.0

0l ‘HH_‘H‘HH_‘H_H“mwwwwww‘_ — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Data File : B

Library Search Compound Report

PO17269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

5 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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
24,557 62.22 ng/ul 7622290  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3650 (24.557 min): BP017269.D\data.ms (-3642) (- m/z 57.10 100.00%
57.1

o

5000
‘ J PF 1972 24.50
ol AidL[11, 197226713374 43655041 u/ 7118 79.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 e AL :
24.50
m/z 85.10 59.30%
o \‘ || 1270197.0267.0 3670
‘\\\\‘\\F\‘\\\\‘\\\\’\\\\‘\\f\‘W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
1 \
24.50
5000 m/z 43.10 59.24%

|| 127019700670 3650

%

0"A‘_‘H‘H"_‘H,H‘W‘H‘_‘H“H‘_‘H‘H‘w‘H‘_‘H‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0 24.50
m/z 55.05 23.67%
h U\4/\/¥_/\
o \HH 27.0197.0267.0337.0407.0 491.0562.0
R B e R AR S e  ARAR ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.716  14.14 ng/ul 1732000 Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Cyclotetracosane 336 C24H48 000297-03-0 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 3677 (24.716 min): BP017269.D\data.ms (-3671) (- m/z 57.10 100.00%
7.1

5
5000
( 1p5.1

—
207.0 24.50 25.00

ol LM p | 810 3550 430.1489.1546.
M L L TP 3580 430.1489.1546,

miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #173729: 5-Eicosene, (E)-
55.0

5000

m/z 97.10 92.13%

5.0
| .J 1\ i Jll 182.0 2800
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #244233: Cyclotetracosane
83.0

o

5000 3360 m/Z 55. 19 83.6800
153.0
vt 100 zme0 |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1 —— —
57.0 24.50 25.00

m/z 43.10 83.57%

5000
125.0
NN “\ | 1820 250.0308.0

[ o e e i o S R R A e T —
m/z--> 50 100 150 200 250 300 350 400 450 500 24.50 25.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP@17269.D

Acqg On : 21 Sep 2023 16:04

Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Library Search Compound Report

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 22 Nonacosanal Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
26.015 24.67 ng/ul 3022300 Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 94
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
3 Octadecanal 268 C18H360 000638-66-4 94
4 Nonacosanal 422 C29H580 072934-04-4 94
5 Hexacosanal 380 C26H520 026627-85-0 91

Abundance Scan 3898 (26.015 min): BP017269.D\data.ms (-3892) (- m/z 57.10 100.00%
57.1

5000 A//\J
1 26.00 |
207.0 :
bt H\‘rh\l\fh‘mw\\\‘2\5\3%8%4‘8\%\4‘]\'{3\4“177\6\3\?\\E’f}?\l m/z 82.10 89.31%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
5000 = ‘
26.00
m/z 43.18  79.83%
oL P30 1040 2780
‘\\\\‘\ \‘\\\\[1\!\‘\!\\[\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

E

Abundance #176357: Oxirane, heptadecyl-
82.0
26.00
5000 m/z 83.10 60.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T T

Abundance #158569: Octadecanal
43.0 26.00
m/z 96.05 60.19%
5000
109.0
U
O‘H‘“‘u_‘mﬁm%w‘u‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 5
R.T. EstConc Area Relative to ISTD R.T.
26.510  34.41 ng/ul 4215080  Perylene-di2 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 95
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
4 Eicosane 282 (C20H42 000112-95-8 93
5 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
Abundance Scan 3982 (26.510 min): BP017269.D\data.ms (-3975) (- m/z 57.10 100.00%
57.1
o LJ\JK
U \
‘ Hl 211.2 26.50
0 m_mwh ji 212 2951 3794 47495349 ., 7119  78.57%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — :
26.50
m/z 43.10 59.31%
i 239.0
O J ‘\}\\\l‘\ﬁd\\\‘l\l\W\NW\\f{\\zfg\e‘\q\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #338070: Triacontane, 1-bromo-
57.0
U \
26.50
5000 m/z 85.10 57.37%
135.
111l
ol LihbitL il 270 2670 330 7T so00
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl- T ‘
57.0 26.50
m/z 55.10 24.66%
5000 Uv\
127.0
ol LIPS 2100 30060 L
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 : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc

ALS vial : 15 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 2
R.T. EstConc Area Relative to ISTD R.T.
27.586  53.99 ng/ul 6613840  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 94
3 .beta.-Sitosterol 414 C29H500 000083-46-5 90
4 .gamma.-Sitosterol 414 C29H500 000083-47-6 78
5 (35,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 64
Abundance Scan 4165 (27.586 min): BP017269.D\data.ms (-4156) (- m/z 43.10 100.00%
43.1
107.1
5000
LN T
M o
- w | w' 47515351 n/z 107.10  59.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 — ‘
414.0 27.50
M ‘ 2130 303.0 m/z 55.10  59.35%
O‘\\J‘! Jl \“!“J“ hf‘!“”“m"“d“‘ \\\l\h‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
LN T
27.50
5000 m/z 57.10 57.61%
107.0 414.0
‘H ‘ | 2130 3030
ol ‘H““‘H“f‘““\m“”““‘h“”w‘v‘,w\ _»\m S ) NS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol T ‘
43.0 27.50
m/z 105.00  55.83%
5000
414.0
‘ ‘ ‘ 255.0 329.0
ol w“u"' i
m/z--> 0 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 : BP017269.D

Acqg On : 21 Sep 2023 16:04
Operator : MA/JU

Sample : 04387-11

Misc :

ALS Vvial : 15 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 2.3 ng/ul 107539 1 7.940 921672 20.0
Benzoic acid 10.016 5.7 ng/ul 359616 2 10.763 1252550 20.0
Benzeneacetonit... 12.516 6.4 ng/ul 400265 2 10.763 1252550 20.0
Tetradecanoic acid 17.222 3.2 ng/ul 294120 4 17.369 1840300 20.0
n-Hexadecanoic ... 18.216 12.1 ng/ul 1109950 4 17.369 1840300 20.0
cis-10-Heptadec... 19.363 3.9 ng/ul 358799 4 17.369 1840300 20.0
Octadecanoic acid 19.451 4.2 ng/ul 448859 5 21.475 2118220 20.0
(DEL) Alkane: S... 20.175 3.5 ng/ul 371897 5 21.475 2118220 20.0
(Z)-14-Tricosen... 20.851 2.2 ng/ul 230130 5 21.475 2118220 20.0
2-Bromo dodecane 21.122 2.6 ng/ul 274825 5 21.475 2118220 20.0
n-Nonadecanol-1 21.145 12.6 ng/ul 1328890 5 21.475 2118220 20.0
Octadecanal 21.775 3.5 ng/ul 370908 5 21.475 2118220 20.0
(DEL) Alkane: S... 22.033 6.7 ng/ul 708022 5 21.475 2118220 20.0
(DEL) Alkane: S... 22.092 23.5 ng/ul 2490430 5 21.475 2118220 20.0
Heneicosanoic acid 22.427 6.9 ng/ul 733801 5 21.475 2118220 20.0
1,19-Eicosadiene 22.827 18.9 ng/ul 2310320 6 23.998 2450070 20.0
(DEL) Alkane: S... 23.127 38.5 ng/ul 4711620 6 23.998 2450070 20.0
(DEL) Alkane: C... 23.227 35.5 ng/ul 4345420 6 23.998 2450070 20.0
Oxirane, heptad... 24.180 20.8 ng/ul 2549640 6 23.998 2450070 20.0
(DEL) Alkane: S... 24.557 62.2 ng/ul 7622290 6 23.998 2450070 20.0
(DEL) Alkane: S... 24.716 14.1 ng/ul 1732000 6 23.998 2450070 20.0
Nonacosanal 26.015 24.7 ng/ul 3022300 6 23.998 2450070 20.0
(DEL) Alkane: S... 26.510 34.4 ng/ul 4215080 6 23.998 2450070 20.0
.gamma.-Sitosterol 27.586 54.0 ng/ul 6613840 6 23.998 2450070 20.0
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