LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc :

ALS vial : 4 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@17258.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 42 rVB 26502 31561 0.18% 0.020%
2 3.934 139 144 151 rVB 78910 114775 0.64% 0.072%
3 4.193 184 188 195 rVB6 21773 34771 0.19% 0.022%
4 4,275 197 202 212 rVB 205451 257919 1.44% 0.161%
5 4.434 226 229 235 rVB2 27147 35576 0.20% 0.022%
6 4.693 268 273 277 rBV 114600 156498 ©0.88% 0.098%
7 4.987 318 323 329 rVB 50222 72621 0.41%  0.045%
8 5.111 340 344 348 rBv4 14021 22190 0.12% 0.014%
9 6.346 549 554 558 rBV 22522 35054 0.20% 0.022%
106 6.905 641 649 654 rVB7 16965 37730 0.21% 0.024%
11 7.093 675 681 693 rBV 469112 798073 4.46%  0.498%
12 7.281 706 713 721 rBV 387577 590713 3.30% 0.369%
13 7.458 737 743 752 rW 474107 750780 4.20% 0.469%
14 7.546 754 758 765 rVV3 13733 31530 0.18% 0.020%
15 7.940 818 825 833 rBV 856370 1328870 7.43% 0.830%
16 8.652 938 946 956 rBV 469011 772916 4.32% 0.483%
17 8.787 962 969 976 rBV 178993 286435 1.60% 0.179%
18 8.922 987 992 1001 rVB3 9226 190666 0.11% 0.012%
19 9.134 1019 1028 1039 rBV 424417 701443 3.92% 0.438%
20 9.852 1143 1150 1161 rBV 349465 575335 3.22% 0.359%
21  9.999 1167 1175 1180 rBV 83896 158443 0.89% 0.099%
22 10.216 1207 1212 1217 rBV3 18626 30305 0.17% 0.019%
23 10.375 1233 1239 1256 rBV 557996 940349 5.26% 0.587%
24 10.763 1298 1305 1312 rBV 1215727 1993260 11.15% 1.245%
25 10.934 1324 1334 1344 rBV 50298 108805 0.61% 0.068%
26 11.146 1365 1370 1374 rBV3 11874 25087 0.14% 0.016%
27 11.322 1392 1400 1408 rBV9 14730 47720 0.27% ©0.030%
28 11.587 1438 1445 1453 rVB2 13743 26934 0.15% 0.017%
29 11.693 1457 1463 1469 rBV2 11468 29615 0.17% 0.018%
30 12.346 1568 1574 1582 rVvB2 21611 36106 0.20% 0.023%
31 13.445 1753 1761 1771 rBV 232886 384236 2.15% 0.240%
32 13.545 1771 1778 1782 rBV 21546 35016 0.20% 0.022%
33 13.904 1835 1839 1845 rVB8 17472 28605 0.16% 0.018%
34 14.010 1852 1857 1865 rBV 993403 1364831 7.63% 0.852%
35 14.298 1899 1906 1916 rVvVv2 1094188 1589551 8.89% 0.993%

36 14.598 1951 1957 1966 rVV 1805824 2612262 14.61% 1.632%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc :

ALS vial : 4 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 14.828 1990 1996 2014 rBV 242907 456934  2.56% 0.285%
38 14.998 2017 2025 2030 rBV5 23399 52642 0.29% 0.033%
39 15.598 2119 2127 2143 rBV 1428237 2065709 11.56% 1.290%
40 15.728 2143 2149 2157 rBV 295832 399288 2.23% 0.249%
41 16.257 2235 2239 2246 rBV7 14861 26560 0.15% 0.017%
42 16.439 2265 2270 2274 rBV7 12481 22204 0.12% 0.014%
43 16.486 2274 2278 2287 rVB 26703 46950 0.26% 0.029%
44 16.581 2287 2294 2295 rBV7 16007 25984 0.15% 0.016%
45 16.722 2313 2318 2323 rBV7 27106 43546 0.24% 0.027%
46 17.222 2398 2403 2406 rBV 196165 278170 1.56% 0.174%
47 17.286 2411 2414 2420 rVB2 63270 82237 0.46% 0.051%
48 17.369 2422 2428 2434 rBV 1975683 2895376 16.20% 1.808%
49 17.469 2440 2445 2457 rVB2 1055350 1505893 8.42% 0.941%
50 17.798 2498 2501 2508 rVB5 18580 25014 0.14% 0.016%
51 17.957 2525 2528 2531 rBV3 23182 27439 0.15% 0.017%
52 17.992 2531 2534 2538 rVB2 22045 28667 0.16% 0.018%
53 18.104 2547 2553 2559 rBV3 75822 147306 ©0.82% 0.092%
54 18.157 2559 2562 2567 rVB 67110 83505 0.47% 0.052%
55 18.216 2567 2572 2585 rBV 875611 1255376 7.02% 0.784%
56 18.475 2613 2616 2617 rBV2 25471 25726 0.14% 0.016%
57 18.504 2617 2621 2627 rVB6 60831 103020 0.58% 0.064%
58 18.586 2632 2635 2639 rvv3 38513 49687 0.28% 0.031%
59 18.810 2669 2673 2677 rVB 45281 59340 0.33% 0.037%
60 19.033 2707 2711 2712 rBV 38812 48213 0.27% 0.030%
61 19.069 2713 2717 2718 rVV3 90037 127131 0.71% 0.979%
62 19.086 2718 2720 2725 rVB 118078 143223 0.80% 0.089%
63 19.316 2756 2759 2761 rBV 104441 112671 0.63% 0.070%
64 19.339 2761 2763 2765 rVV3 126839 161838 ©.91% 0.101%
65 19.363 2765 2767 2778 rVB2 266819 452335  2.53% 0.283%
66 19.451 2778 2782 2786 rBV 330811 426298 2.38% 0.266%
67 19.651 2813 2816 2821 rVB2 72352 87052 0.49% 0.054%
68 19.710 2821 2826 2840 rBV 1671253 2313580 12.94% 1.445%
69 19.951 2864 2867 2873 rBV3 75493 123646 0.69% 0.077%
70 20.175 2901 2905 2916 rVB 654376 769948 4.31% 0.481%
71 20.510 2959 2962 2969 rVB6 77868 120355 0.67% 0.075%
72 20.663 2985 2988 2992 rBV 118297 124018 0.69% 0.077%
73 20.851 3017 3020 3024 rBV2 153039 168124 ©.94% 0.105%
74 21.122 3062 3066 3067 rBV 756840 833677 4.66% 0.521%
75 21.145 3067 3070 3079 rVB 1176220 2010027 11.24%  1.255%
76 21.310 3095 3098 3100 rBV 132254 132367 ©.74% 0.083%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc :

ALS vial : 4 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 21.439 3116 3120 3122 rBV 479544 613990 3.43% 0.384%
78 21.474 3122 3126 3131 rVB 2126299 2698206 15.09% 1.685%
79 21.774 3173 3177 3183 rVB 1031311 1201113 6.72% 0.750%
80 22.033 3217 3221 3225 rBV 1533824 1895103 10.60% 1.184%
81 22.086 3225 3230 3246 rVB 2891632 6367772 35.62% 3.977%
82 22.274 3258 3262 3267 rBV 363895 479409 2.68% 0.299%
83 22.427 3284 3288 3301 rVB3 362940 641195 3.59% 0.401%
84 22.545 3304 3308 3314 rVB2 459947 748743  4.19% 0.468%
85 22.827 3351 3356 3365 rVB 4263085 6769314 37.87% 4.228%
86 23.133 3401 3408 3416 rVB 5561346 9686527 54.19% 6.050%
87 23.221 3417 3423 3434 rBV 3490775 9761052 54.60% 6.097%
88 23.457 3458 3463 3471 rVB 630385 1090089 6.10% 0.681%
89 23.786 3513 3519 3522 rBV 641367 1284312 7.18% 0.802%
90 23.827 3522 3526 3533 rVB2 949704 1765192 9.87% 1.103%
91 23.998 3549 3555 3562 rVB 1437263 2955681 16.53% 1.846%

92 24.186 3579 3587 3595 rBV 6468946 13139557 73.50% 8.207%
93 24.557 3641 3650 3665 rVB 7531988 17876269 100.00% 11.166%

94 24.715 3669 3677 3687 rBV2 1986460 6813055 38.11% 4.256%
95 25.021 3725 3729 3739 rVB 560637 1185006 6.63% 0.740%
96 26.021 3890 3899 3915 rVB 4003931 11224211 62.79% 7.011%
97 26.509 3973 3982 4005 rVB 2777621 9953039 55.68% 6.217%
98 26.780 4018 4028 4030 rBV3 924833 2793378 15.63% 1.745%
99 27.592 4156 4166 4186 rVB3 1804087 8204302 45.89% 5.125%
100 28.603 4330 4338 4365 rVB 1424907 7025800 39.30% 4.388%

Sum of corrected areas: 160098372
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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

Abundance TIC: BP017258.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000

2000000
7940 10.763
1000000 : 10.375

7.0938458 52 9134
3.305  3.9344447%34.6931 88711 6.346  6.905| || 7546 A % 53921 0.9341262 2550

Ok\h\ﬁ\‘\\\\‘A\T\\"\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 700 750 800 850 9. 00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP017258.D\data.ms
8000000

7000000
6000000
5000000
4000000

3000000

2000000 14.598 17.369
15.598

14.01@.298 17.469

12.346 1?1ﬁ4§1539 4 || R4%%0s '128 16.PEERgI22 17286 171

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 1600 16,50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP017258.D\data.ms

8000000 24.557
24.186

1000000

7000000
6000000

5000000 22821 26.021
23.221

4000000 26.509

24.715 27.592

23.99 28.603
26.780

3000000

2000000

23.82
3.4523.18 5.021

1000000
0

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
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 : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 2-Butenoic acid, 4-nitrophe... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
4.275 3.88 ng/ul 257919 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 4-nitrophenyl e... 207 C1OH9NO4 014617-88-0 50
2 3-Penten-1-o0l, 2-methyl- 100 C6H120 062238-37-3 40
3 4-Trifluoroacetoxyoctane 226 C1OH17F302 116465-17-9 38
4 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 12
5 4-Heptanol, 2,6-dimethyl- 144 CS9H200 000108-82-7 9
Abundance Scan 202 (4.275 min): BP017258.D\data.ms (-197) (-) m/z 69.00 100.00%
69.0
5000 //\
e ERNRLE
\ 207.0 4.00 4.20 4.40 4.60
by 14692070 281034284010 474.9587.2  n/7 41.05 84.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #83484: 2-Butenoic acid, 4-nitrophenyl ester, (E)-
69.0
5000 L L B B B R
4.00 4.20 4.40 4.60
m/z 43.00 44.04%
0 “\ L J\ 139.0 207'0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4366: 3-Penten-1-ol, 2-methyl-
41.0
P T T T
4.00 4.20 4.40 4.60
5000 m/z 55.00 30.19%
oL 00 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106099: 4-Trifluoroacetoxyoctane T e e
69.0 4.00 4.20 4.40 4.60
m/z 39.05 16.74%
h M
OM S — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
4.693 2.36 ng/ul 156498 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 4-nitrophenyl e... 207 C1OH9NO4 014617-88-0 72
2 Zinc, bis(3-methyl-2-butenyl)- 202 C10H18Zn 066094-28-8 40
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 40
4 3-Cyclopropyl-3-oxopropanenitrile 109 C6H7NO 118431-88-2 36
5 Butane, 2,3-dimethyl-2-nitro- 131 C6H13NO2 034075-28-0 36
Abundance Scan 273 (4.693 min): BP017258.D\data.ms (-268) (-) m/z 41.05 100.00%
41.0
S ERBRRENREE RN
207.0 4.40 4.60 4.80 5.00
obrrdifd 2149 2070 28093421 414.947515895  m/z 69.05 95.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #83484: 2-Butenoic acid, 4-nitrophenyl ester, (E)-
69.0
5000 UL L B I B B L
4.40 4.60 4.80 5.00
m/z 38.95 40.43%
0 “\ L II\ 139.0 207'0
‘\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77416: Zinc, bis(3-methyl-2-butenyl)-
41.0
BB a R
4.40 4.60 4.80 5.00
5000 m/z 43.00 31.66%
o\ ,'“J Ao 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3762: 1-Pentene, 2,3-dimethyl- R T
41.0 4.40 4.60 4.80 5.00
m/z 42.05 11.27%
- J\ﬁ\J\\‘J\A
o“ ,J$9'° e e W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.445 2.94 ng/ul 384236  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 64
3 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 64
4 Diacetamate 193 C1OH11NO3 002623-33-8 59
5 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 59
Abundance Scan 1761 (13.445 min): BP017258.D\data.ms (-1753) (- | m/z 42.95 100.00%
e
430 1091
5000
M\ M 69.1  281.1 355.8414.8 486.3546. 13 50
O b lh b 7 €022 399.8314.6 480.9540. m/z 109.85  82.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000
13 50
m/z 151.0 56.39%
H ’ 69.0
O‘\\“\l\“lm\”\‘“\h\‘ul'lf‘\u\A\L\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28724: Metacetamol
109.0
13 50
5000 25.69%
43.0
L VO R O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28919: p-Isopropoxyaniline
109.0 13 50
16.75%
5000
0 390 ‘x
R B R B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.216 8.67 ng/ul 1255380  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 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2572 (18.216 min): BP017258.D\data.ms (-2567) (- m/z 73.00 100.00%

73.0
5000
213.2 — P
m } \ 18.00 18.50
l:
ol HMw A_H‘ L1 1295.0355.1414.8476.0 542.5 /7 59.95  80.68%
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 78.81%

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 63.95%
“ 213.0
(" ‘LNNM‘MLjﬂq“u‘JH“‘“H““‘_““‘H““‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid = =
43.0 18.00 18.50

m/z 57.05 62.12%

5000 256.0 ﬁthVAAAxkijNA\
129.0
oL L, Ui 90 | |

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 Oleic Acid Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
19.363 3.12 ng/ul 452335  Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 87
2 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 64
3 Cyclopropane, nonyl- 168 C12H24 074663-85-7 58
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 55
5 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 53

Abundance Scan 2767 (19.363 min): BP017258.D\data.ms (-2765) (- m/z 55.05 100.00%

55.0
5000
202.0 - S
5.1 J -y 19.00 19.50
o “‘\ bl s o0 350941614752 8431 0 69,10 75.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid
55.0
5000 — ——
19.00 19.50
m/z 41.10 69.31%
H 5.0 264.0
O‘\\f‘f“ “\‘\‘I;‘\AT‘HIJ!J& ’“\]:%ls\.’()\\“\‘\“\\{‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96114: 4-n-Hexylthiane, S,S-dioxide
69.0
— —
19.00 19.50
5000 ITI/Z 83.05 56.60%
147.0
‘ ‘ ‘ 218.0
YN § BV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43499: Cyclopropane, nonyl- T T
55.0 19.00 19.50
m/z 43.10  48.49%
- JUM
OHWS-‘?,‘ USELAS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:15:47 2023 Page: 9



Data Path : Z:\
Data File : BP@

Acqg On 21
Operator : MA/
Sample . 043
Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP092123\
17258.D

Sep 2023 09:45

Ju

87-01

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 6 Octadecanoic acid Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
19.451 3.16 ng/ul 426298  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2782 (19.451 min): BP017258.D\data.ms (-2778) (-

3

m/z 73.00 100.00%

5000

P

241.2

W22 s 1050
) va“u‘u‘_u‘”wm“?"36‘7‘”“‘??‘9‘5‘4?“ m/z 43.05 91.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 U
19.50
’ M‘ 185.0 284.0 m/z 60.00 85.66%
O‘\\‘\U""1'\'[“%“!“1\‘\H\‘\Hr‘\H‘\‘H\\‘H\\‘HH‘HH‘HH‘\

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

Abundance #179093: Octadecanoic acid
73.0
R
19.50
5000 284.0 m/z 57.85  75.22%
185.0
oh ,“ ‘MJ‘\“H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid —
43.0 19.50
m/z 55.10 72.05%
5000 129.0
284.0
o Mg 72 -~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:15:48 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.174 5.71 ng/ul 769948  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 10-Methylnonadecane 282 C20H42 056862-62-5 87
5 Tritetracontane 605 C43H88 007098-21-7 87

Abundance Scan 2905 (20.174 min): BP017258.D\data.ms (-2901) (- m/z 57.10 100.00%
1.1

5
5000

7.1 207.0
- H‘lﬂzl,‘ 2820357.0 47685490  m/z 71.85 75.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000
20.00 20.50

m/z 43.10 70.86%

o Hﬁlﬁ;?w?.oze?.oss?.o 463.0 561.0

‘\\\\‘\\\\‘\\\\’\\\\‘TV\\‘\TW\‘\\\TT\\1f‘\f\\“\\WT‘\T\\“\\\T‘\T\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #188720: Sulfurous acid, dodecyl 2-propyl ester
43.0

T
20.00 20.50

5000 m/z 85.10 53.28%
3.0
ohed MJ,.ZOS-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #132769: 2-Bromo dodecane o =
57.0 20.00 20.50

m/z 41.10 32.01%

5000
169.0
T 2480

O et SR e e -
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20.00 20.50

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:15:53 2023 Page: 11



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Data File : BP@17258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS Vvial : 4

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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
21.122 6.18 ng/ul 833677  Chrysene-di2 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3066 (21.122 min): BP017258.D\data.ms (-3062) (- m/z 57.10 100.00%
57.1

%

5000
‘1 234.0 21.00 21.50
ow,nuﬂ_mmH_‘H_‘29‘4“1‘35%3‘“““3‘1“2“”‘?@5‘1‘ m/z 71.05 77.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 = —
21.00 21.50
m/z 43.10 64.74%
il 239.0
308.0
0‘\\\’\J\\\“\F\J\\HJ\‘\r\[\\\1[\1[\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

=

Abundance #194590: Heneicosane
57.0
21.00 21.50
5000 ITI/Z 85.10 55.20%
‘H‘w‘u‘“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
Abundance #275544: Docosane, 11-butyl- —_— T
57.0 21.00 21.50
m/z 41.05 25.36%
) Mm
127.
ol LIPS 2100 3003670 ) WA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:15:54 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1-Heneicosanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.145 14.90 ng/ul 2010030  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 90
2 Isoheptadecanol 256 C17H360 057289-07-3 72
3 1-Nonadecene 266 C19H38 018435-45-5 58
4 1-Hexadecanol 242 C16H340 036653-82-4 53
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 53
Abundance Scan 3070 (21.145 min): BP017258.D\data.ms (-3067) (- m/z 83.10 100.00%
83.1
- J/\JM
== —
{ ‘ Ll 3.1 991 12801 21.00 21.50
ob o HLLLIPOT 22112801 355.0 42894911 /7 97.1p  86.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
58.0
5000 = et
21.00 21.50
5.0 m/z 69.05 85.56%
ol L } |, 196.0 266.0
‘\\!f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143653: Isoheptadecanol
83.0
== —
21.00 21.50
5000 m/z 55.00 78.85%
17.”&) 210.0
0“1\‘\‘\‘“‘” me‘wmWmWH_wa_m‘w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene T —
97.0 21.00 21.50
m/z 41.10 46.13%
5000
9.0
e see
e e = ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Data File : BP@17258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS Vvial : 4

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 10 1,19-Eicosadiene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.774 8.90 ng/ul 1201110 Chrysene-di12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Tetracosanal 352 C24H480 057866-08-7 94
3 Hexacosanal 380 C26H520 026627-85-0 94
4 Nonacosanal 422 C29H580 072934-04-4 94
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94

Abundance Scan 3177 (21.774 min): BP017258.D\data.ms (-3173) (- m/z 57.05 100.00%
1.0

-

5000
rrl 2070 4343 21.50 22.00
b ALy 2212265.0 507 4150 488.9549.  m/z 82.05 91.17%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
5000 o, /L
21.50 22.00
m/z 43.10 90.46%
[ |,“1940 278.0
O‘\\\\‘\\\\‘\\\\[\\f\‘1f\\[\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

.

Abundance #262002: Tetracosana
57.0
21.50 22.00
5000 ITI/Z 55.05 68.33%
ol LI [0, o0 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal T =
57.0 21.50 22.00
m/z 96.05 62.30%
- W‘U\j
362.0
ol LAl ||1820 250.0
‘H"‘H‘_‘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 21.50 22.00

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:15:57 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 Dotriacontane, 1-iodo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.033  14.05 ng/ul 1895100 Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 3221 (22.033 min): BP017258.D\data.ms (-3217) (- m/z 57.05 100.00%
57.0

%

5000
[ [F72 1072 28 22,00
o‘w_H“_uhuuww_lelu““35‘4‘9”“4‘7‘79“5‘49 m/z 71.85 79.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 — ‘

22.00
m/z 43.10 64.77%

o

I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
T [
22.00
5000 m/z 85.10 56.88%

l‘ ||FF7,\,‘1970 296.0

%

0“‘H“H‘ ‘“‘Hw‘_“w"H“‘H“H“H“_“w“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane
57.0 22.00
m/z 41.05 23.93%
- MLM
170 1970 2960
e A A S e e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.086 47.20 ng/ul 6367770  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3230 (22.086 min): BP017258.D\data.ms (-3225) (- m/z 83.10 100.00%

83.1
5000
1T I
‘Fr%o 2610 22.00
b LLETES, 222.1281.0330.0397.3  489.1549. /7 57,10 92.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 \

=~
22.00
m/z 69.10 89.17%

I ﬂF 150 196.0 280.0

|

O‘\\\l\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
T T \
22.00
5000 ITI/Z 55.05 88.77%
125.0
o_u"‘uu Jm\u!"u-‘lf‘??:q‘?f?:qwwwwwww
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 97.10 88.47%
5000
125.0
378.0
ohtbh “i‘wl%-ol ~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:15:59 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 Octadecanal Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
22.274 3.55 ng/ul 479409  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 Hexacosanal 380 C26H520 026627-85-0 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
4 Octadecanal 268 C18H360 000638-66-4 93
5 Pentadecanal- 226 C15H300 002765-11-9 92
Abundance Scan 3262 (22.274 min): BP017258.D\data.ms (-3258) (- | m/z 57.05 100.00%
57.0
- \,~jV\x\Aﬂ\jkAa
a1 2200 2250
207.0 : :
281.0 355.1
om‘wAgun‘ZJU\uym"w‘H"‘H"_Hw‘“??‘?f‘??“l‘?‘}?" m/z 82.05 89.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecanal
43.0
5000 — =
22.00 22.50
109.0 m/z 43.05 89.15%
” " 222.0
O\\Jf“‘\\\ \‘\‘\\\“\l‘“\‘\‘\\‘\\“\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosana
57.0
—— —
22.00 22.50
5000 m/z 55.05 70.13%
0 362.0
owxwzozwol,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158579: Oxirane, hexadecyl- = —
82.0 22.00 22.50
m/z 96.00 67.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 Tetracosanoic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
22.427 4.75 ng/ul 641195  Chrysene-di12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanoic acid 368 (C24H4802 000557-59-5 99
2 Tetracosanoic acid 368 (24H4802 000557-59-5 99
3 Tetracosanoic acid 368 (C24H4802 000557-59-5 98
4 Docosanoic acid 340 C22H4402 000112-85-6 94
5 Heneicosanoic acid 326 C21H4202 002363-71-5 78
Abundance Scan 3288 (22.427 min): BP017258.D\data.ms (-3284) (- m/z 43.10 100.00%
43.1
- s M
368. —
’ } } ‘ 22.50
Olrrrk) H“WW ‘ﬁw?* u‘l “‘ b 4432 B4 g3 6 99.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277537: Tetracosanoic acid
73.0
5000 368.0 ——
22.50
m/z 57.10 96.80%
‘ } ‘ 185.0 269.0
O‘\\\\"\ ‘\]\JH!}!“L\\”\“‘\\\‘\\\“\\\‘\ \\“\‘\\\\“\l\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277536: Tetracosanoic acid
43.0
=
22.50
m/z 55.05 77 .09%
5000 368.0
129.0
ooiblibly oo, |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277535: Tetracosanoic acid —T
43.0 22.50
m/z 60.00 67.89%
129.0
) T JL
269.0
R N A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Data File : BP@17258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS Vvial : 4

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
22.545  5.55 ng/ul 748743 Chryseme-diz 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 Coota2 000112-95-8 95

394 C28H58
414 C27H55C1

013475-77-9 93
062016-79-9 91

2 Eicosane, 9-octyl-
3 Heptacosane, 1-chloro-

4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Dotriacontane 451 C32H66 000544-85-4 90
Abundance Scan 3308 (22.545 min): BP017258.D\data.ms (-3304) (- m/z 57.10 100.00%
57.1
- w
1 ! [
1Lk
0 ‘m‘“H‘““““‘2‘?‘8‘9“25‘3‘2‘? 3561 43014912548 ./, 71.10 73.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 —— ‘
22.50
m/z 43.10 60.34%
AL aom0 220
O\"‘\\\\‘\\‘\!“\'\\‘\‘f\\1‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
1 \
22.50
5000 ITI/Z 85.10 52.89%
281.0
}}133.0 183.0 |
obdid L 2330 1| 380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310570: Heptacosane, 1-chloro- — T
57.0 22.50
m/z 55.05 27.44%
B ]\\xA;A\AJ\K/\,N
e T L L T ——
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\BP092123\
Data File : BP@17258.D

Acqg On : 21 Sep 2023 09:45

Operator : MA/JU

Sample : 04387-01

Misc

ALS Vvial : 4

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 16 Hexacosanal Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.827 45.81 ng/ul 6769310  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 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
4 Octadecanal 268 C18H360 000638-66-4 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 3356 (22.827 min): BP017258.D\data.ms (-3351) (- m/z 57.10 100.00%

57.1
5000
T

WB-l 22.50 23.00
I

Ay 1041 2603 36244201 5030 LT gr 10 03.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0

5000
2250 2300
m/z 43.10 86.76%

Jl 1 |‘_ 1940 278.0
‘\\\\‘\\\\‘\\\\‘\\T\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal J\QAJ\NWJ\
57.0

2250 2300
5000 m/z 55.05 66.51%

o

o

4.0 362.0
0 il ' %f'\. | ‘182'0 250.0 |
R 1

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

Abundance #176357: Oxirane, heptadecyl- — ==
82.0 22.50 23.00
m/z 96.05 66.19%
5000
V 264.0
O‘HJH“‘ﬂHHEM‘%W‘H“H“M‘H“H“H“M‘H“H“‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092123\

Data File : BP@17258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS Vvial : 4

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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.133  65.55 ng/ul 9686530  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentacosane 366 C26H54 000629-87-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3408 (23.133 min): BP017258.D\data.ms (-3401) (- m/z 57.10 100.00%
57.1

5000 \\AJ\

f 2300 2350

197.2
o_m,w_uwm_wz‘?‘l“l‘3“5‘1“4‘4‘99“‘“7“7‘5‘1‘595“9 m/z 71.10  80.70%

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

Abundance #275546: 2-Methylpentacosane
57.0
5000
23.00 23.50
m/z 43.10 60.84%
‘1f7-0 970 323.0
O‘\\‘\\}’\ J\‘il\\J\J‘J\!ri\J‘.\l\le‘e\%.fo\‘l\\\\f\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #194590: Heneicosane \N»J\
57.0

2300 2350
5000 m/z 85.10 60.54%

l‘ |J‘137.\.‘1970 296.0

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

o

Abundance #287977: Heptacosane
57.0 23.00 23.50
m/z 55.05 23.94%
5000
ol ‘ | 127.0 1970 267.0  380.0
_‘H,H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ ‘ ‘ ‘
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 : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.221 66.05 ng/ul 9761050  Perylene-d12 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 1-Hexacosene 364 C26H52 018835-33-1 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 3423 (23.221 min): BP017258.D\data.ms (-3417) (- | m/z 57.10 100.00%
57.1
i jLL
125.1
" 1252 1 23 00 23. 50
O LY 2931707 33633992 477.2534.8 /7 83.e5  99.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
5000 —— =
23.00 23.50
125.0 m/z 97.05 92.40%
O‘\\“J‘\‘\‘\\\’l\l\‘\\‘!“\‘\]_\9\6’\9\\2‘6\6\\9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol
57.0
— =
23.00 23.50
5000 m/z 55.10 86.27%
125.0
ol ] “\ |4 1950 2640 3780
e o AR A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene T T
57.0 23.00 23.50
m/z 69.10 86.06%
5000
125.0
e L e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 Heptacosanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
23.457 7.38 ng/ul 1090090  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosanal 394 C27H540 072934-03-3 99
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
3 16-Octadecenal 266 C18H340 056554-87-1 93
4 Hexadecanal 240 C16H320 000629-80-1 93
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 3463 (23.457 min): BP017258.D\data.ms (-3458) (- m/z 57.10 100.00%
57.1

—

5000
3.1 -
23.50
208 0
- m}‘ ‘ h'm 2830 3763 47515361 ./, g2.10  87.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298411: Heptacosanal
82.0
5000 T
23.50
376.0 m/z 43.10 84.29%
“ ‘P 2.0 278.0
O‘\\\f‘\\ \I‘\\\\[1\‘\\\‘\\\\‘\\\\‘\\\\J‘\\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #176357: Oxirane, heptadecyl-
82.0
e

23.50
5000 m/z 96.00  63.36%

-

mlz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #155913: 16-Octadecenal 7
82.0 23.50

m/z 55.00 63.14%

- M

252.0

owHHHW‘ N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 Nonacosanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.186  88.91 ng/ul 13139600  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosanal 422 C29H580 072934-04-4 95
2 Hexacosanal 380 C26H520 026627-85-0 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91

Abundance Scan 3587 (24.186 min): BP017258.D\data.ms (-3579) (- m/z 57.10 100.00%

57.1
5000 /\
SUNE S U

‘ ‘ ﬁ’ L oz 2643 93393904 24.00 24.50
ol AL ELL 2202 2093 333.370 7 460.9 549 m/z 82.05  95.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #314317: Nonacosana

82.0

5000 — —A
24.00 24.50

‘ m/z 43.10 82.13%

404.0

\\\!\\\1!\\\1\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
\ \ [T \ r \ T I T

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

2400 24.50

o

5000 ITI z 96.05 66.75%
0 362.0
0‘%\18202500“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158579: Oxirane, hexadecyl-
82.0 2400 2450

m/z 83.05 63.91%

) MM
L gs20 2500

R B o R T RN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2400 2450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 1
R.T. EstConc Area Relative to ISTD R.T.
24.557 120.96 ng/ul 17876300  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Nonadecane 268 C19H40 000629-92-5 93
3 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3650 (24.557 min): BP017258.D\data.ms (-3641) (- m/z 57.05 100.00%
57.0
5000 j\
”137. 1972 24.50
ou"_"‘M‘muu_H?67?‘?3‘7“““4‘?‘7‘3“““7‘5‘1“5‘3‘3‘1‘ m/z 71.10  81.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 ‘*/\‘
24.50
m/z 85.10 60.83%
0 “\ | £27:0 197.0 267.0 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
24.50
5000 m/z 43.10 59.13%
0 w PF70 197.0 268.0
H“H‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H“‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl- ——
57.0 24.50
m/z 55.10  23.93%
5000
o 1111250202000 %00 590 )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 Cyclopentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.715 46.10 ng/ul 6813060 Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 1-Hexacosene 364 C26H52 018835-33-1 93

Abundance Scan 3677 (24.715 min): BP017258.D\data.ms (-3669) (- m/z 57.05 100.00%

57.0
5000
1p5.1

1L, 2000
bbb LS00 282.0 355.1415147515361 /7 83.10  93.09%

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

5000

1p5.0 m/z 97.10  89.81%

l“\ Il h J‘i IL | .I1‘950 264.0 378.0
‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0

o

24.‘50 25.‘00
5000 m/z 69.05 81.10%
H } 1F5~° 210.0
O\HLvh““WwﬂVw”wlw*w*www*w*w‘M*H\H*W*H*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol o A
83.0 24.50 25.00

m/z 43.10 80.75%

5000 /\JM
ool il 153.0 2220280.0

—— \
m/z--> 0 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\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 Oxirane, heptadecyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
25.021 8.02 ng/ul 1185010  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 Dotriacontanal 464 C32H640 057878-00-9 94
4 Tetracosanal 352 C24H480 057866-08-7 91
5 Octacosanal 408 C28H560 022725-64-0 91

Abundance Scan 3729 (25.021 min): BP017258.D\data.ms (-3725) (- m/z 57.10 100.00%

57.1
5000
T [
ﬁl 20}70 281033904044 25.00
ol by b ] 839.0 4034 8053 n/z 82.05  91.24%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
5000 s ‘

25.00
m/z 43.10  88.30%

[ iﬁ“ 1940 278.0

O‘\\\\‘\\\‘\\\\“1\1\‘T!\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0
N \
25.00
5000 ITI/Z 96.00 69.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #330170: Dotriacontanal T
57.0 25.00
m/z 83.10 69.66%
5000
240 446.0
ok L ﬂ ,‘\ | 183:0 250.0 320.0381.0
T e e e e =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS Vvial : 4

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 24 Oxirane, hexadecyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
26.021  75.95 ng/ul 11224200  Perylene-di12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptacosanal 394 C27H540 072934-03-3 98

2 Hexacosanal 380 C26H520 026627-85-0 94
3 Nonacosanal 422 C29H580 072934-04-4 94
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Octadecanal 268 C18H360 000638-66-4 91
Abundance Scan 3899 (26.021 min): BP017258.D\data.ms (-3890) (- m/z 57.10 100.00%
57.1
5000 ﬁv\*/\\
T \
| ﬁ'llao 1 250.2 4185 26.00
obddldii)y 2801 2502 3203 418547725370 ./, gy 05 91.35%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #298411: Heptacosanal
82.0
5000 s :
26.00
376.0 m/z 43.05 78.37%
JHTTEX:
OH\‘!‘H“\‘\I\\‘\‘1\‘\1\“\\‘\‘\i\‘\‘u“‘\‘\\‘\HHH“HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287971: Hexacosana
57.0
T \
26.00
5000 ITI/Z 96.05 65.15%
4.0 362.0
0 ‘ ‘\ ‘I ’f“n '\ 1182'0 250.0 L \
R A L o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #314317: Nonacosanal — ‘
82.0 26.00
m/z 83.10 63.38%
5000
404.0
ol L2 2220 2920 J\
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00
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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\BP092123\

PO17258.D
1 Sep 2023 09:45

: MA/JU
. 04387-01

: 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
26.509 67.35 ng/ul 9953040  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltriacontane 437 C31H64 001560-72-1 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3982 (26.509 min): BP017258.D\data.ms (-3973) (- m/z 57.10 100.00%
57.1
- \ L
U [
‘ ”1 1072 26.50
o"m"‘H‘mhww‘:”m‘?"99;‘3"?"79:““““"1‘}'?”_5”5-‘1‘ m/z 71.10  79.50%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #320592: 2-Methyltriacontane
57.0 \\
5000
2650
m/z 85.10 58.74%
H ‘F 393.0
O\\‘\J‘\\\‘\‘\\J\\\“\\\\l\l‘\\1\‘\2‘92\0\\‘?’\2\4\\0‘\\\\‘l‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane
57.0 N\
U \
26.50
5000 m/z 43.10 57.73%
“ HF70 197.0 268.0
0y HJHM‘MMH\H"H‘,H“_“W“H“H“H“_“W‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #314339: Nonacosane, 2-methyl- T ‘
57.0 26.50
m/z 55.10  23.45%
5000
379.0
\ \ “ 197.0 267.0
ow_um"m"h"""u“uuH"‘H_mwwww ——
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 : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 26 Nonacos-1-ene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.780  18.90 ng/ul 2793380  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 Triacontan-15-o0l 438 C30H620 031849-26-0 94
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 Octacosyl acetate 452 C30H6002 018206-97-8 91
Abundance Scan 4028 (26.780 min): BP017258.D\data.ms (-4018) (- m/z 57.10 100.00%
57.1
- L
125.1 A r——
‘i l \‘1 207.0 2830 355.1412.4 477.2538.2 2650 27:00
ol Wb bbb s b SPEES RIS NSRS m/z 83,10 89.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol
57.0
5000 S ——
26.50 27.00
1p>.0 m/z 97.05 87.03%
o illLLE| 1} 281023802040 3780
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #306022: Nonacos-1-ene
57.0
—— —
26.50 27.00
5000 m/z 69.05 82.88%
125.0
ol e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #321443: Triacontan-15-ol T —
57.0 26.50 27.00
m/z 43.10 80.77%
5000
125.0
‘ ‘ 241.0
o tibllii g0 | sos0 aso )L
m/z--> 50 100 150 200 250 300 350 400 450 500 26.50 27.00

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:16:16 2023 Page: 30



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 27 .gamma.-Sitosterol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
27.592  55.52 ng/ul 8204300  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 93
3 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 91
4 .beta.-Sitosterol 414 C29H500 000083-46-5 87
5 Campesterol 400 C28H480 000474-62-4 62

Abundance Scan 4166 (27.592 min): BP017258.D\data.ms (-4156) (- m/z 43.10 100.00%

43.1 ' '
107.1
5000
T I
ol “Hn 47915352 'm/z 55.10  60.37%

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

213.0 3030 m/z 107.05 58.51%

O‘\\J‘f M\“‘ J“”“I“m“”“m"‘J“‘ \\\l\h‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol
43.0

T \
27.50

5000 m/z 105.00 56.73%

05.0
414.0
‘ ‘“ L 30 o550 329.0
Tt )
m/z--> 0 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 27.50

o

283.0 m/z 57.05 53.19%
5000
OHHM' —r
miz--> 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\BP092123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc

ALS vial : 4 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 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

28.604 47.54 ng/ul 7025800  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosanal 422 C29H580 072934-04-4 94
2 1,19-Eicosadiene 278 C20H38 014811-95-1 92
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 4338 (28.603 min): BP017258.D\data.ms (-4330) (- m/z 57.10 100.00%

57.1
5000

a1 — —
2850  29.00
189.1 446.5

. J”flhn‘281?37645220 m/z 82.05 88.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314317: Nonacosanal
82.0

5000 : —
28.50 29.00

o

m/z 43.10 74.86%

404.0
0 \J\ I\Vl PFA \O. 2220 2920 L ‘\
‘\\\f‘\\\‘f\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0

7
28.50 29.00

]

5000 m/z 96.05 61.40%
3.0
or LT, 1040 2780
e A e S e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl- 7 —
82.0 28.50 29.00

m/z 83.10 59.58%

5000 xuﬂﬁkhvﬁJ/\\wmﬂﬁ~mﬁf
Ll gs20  2e40

L

O‘H‘“"M‘H‘H:W‘H‘M‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.50 29.00

SFAM-EPA-BP@92023.MA.M Fri Sep 22 17:16:19 2023 Page: 32



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92123\
Data File : BP017258.D

Acqg On : 21 Sep 2023 09:45
Operator : MA/JU

Sample : 04387-01

Misc :

ALS vial : 4 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|
2-Butenoic acid... 4.275 3.9 ng/ul 257919 1 7.940 1328870 20.0
unknown-01 4.693 2.4 ng/ul 156498 1 7.940 1328870 20.0
2,4,7,9-Tetrame... 13.445 2.9 ng/ul 384236 3 14.598 2612260 20.0
n-Hexadecanoic ... 18.216 8.7 ng/ul 1255380 4 17.369 2895380 20.0
Oleic Acid 19.363 3.1 ng/ul 452335 4 17.369 2895380 20.0
Octadecanoic acid 19.451 3.2 ng/ul 426298 5 21.474 2698210 20.0
(DEL) Alkane: S... 20.174 5.7 ng/ul 769948 5 21.474 2698210 20.0
(DEL) Alkane: S... 21.122 6.2 ng/ul 833677 5 21.474 2698210 20.0
1-Heneicosanol 21.145 14.9 ng/ul 2010030 5 21.474 2698210 20.0
1,19-Eicosadiene 21.774 8.9 ng/ul 1201110 5 21.474 2698210 20.0
Dotriacontane, ... 22.033 14.1 ng/ul 1895100 5 21.474 2698210 20.0
(DEL) Alkane: S... 22.086 47.2 ng/ul 6367770 5 21.474 2698210 20.0
Octadecanal 22.274 3.5 ng/ul 479409 5 21.474 2698210 20.0
Tetracosanoic acid 22.427 4.8 ng/ul 641195 5 21.474 2698210 20.0
(DEL) Alkane: S... 22.545 5.5 ng/ul 748743 5 21.474 2698210 20.0
Hexacosanal 22.827 45.8 ng/ul 6769310 6 23.998 2955680 20.0
(DEL) Alkane: S... 23.133 65.5 ng/ul 9686530 6 23.998 2955680 20.0
1-Heptacosanol 23.221 66.0 ng/ul 9761050 6 23.998 2955680 20.0
Heptacosanal 23.457 7.4 ng/ul 1090090 6 23.998 2955680 20.0
Nonacosanal 24.186 88.9 ng/ul 13139600 6 23.998 2955680 20.0
(DEL) Alkane: S... 24.557 121.0 ng/ul 17876300 6 23.998 2955680 20.0
Cyclopentadecane 24.715 46.1 ng/ul 6813060 6 23.998 2955680 20.0
Oxirane, heptad... 25.021 8.0 ng/ul 1185010 6 23.998 2955680 20.0
Oxirane, hexade... 26.021 76.0 ng/ul 11224200 6 23.998 2955680 20.90
(DEL) Alkane: S... 26.509 67.3 ng/ul 9953040 6 23.998 2955680 20.0
Nonacos-1-ene 26.780 18.9 ng/ul 2793380 6 23.998 2955680 20.0
.gamma.-Sitosterol 27.592 55.5 ng/ul 8204300 6 23.998 2955680 20.0
unknown-02 28.604 47.5 ng/ul 7025800 6 23.998 2955680 20.0
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