LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc :

ALS Vvial : 39 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-BP101823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17791.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.252 25 28 36 rvB 27646 44325 1.30% ©0.100%
2 3.693 99 103 117 rBV 107614 199588 5.86% 0.448%
3 3.799 118 121 127 rVB 19831 28627 0.84% 0.064%
4 3.875 129 134 140 rVB 33710 53269 1.56% ©0.120%
5 4.222 189 193 196 rVB3 10240 13970 0.41% 0.031%
6 4.375 216 219 224 rVB6 8905 13912 0.41% 0.031%
7 4.570 248 252 259 rBVS8 6227 10966 ©0.32% 0.025%
8 4.922 307 312 321 rVB 56010 86279  2.53% 0.194%
9 5.505 408 411 419 rVBS 4078 7875 0.23% 0.018%
106 6.316 547 549 552 rVB3 4330 3747 0.11% ©0.008%
11 6.481 573 577 582 rVB5S 7968 12678 ©0.37% 0.028%
12 6.875 641 644 648 rBV6 3612 5442 0.16% 0.012%
13 7.040 666 672 680 rBV 415719 719181 21.11% 1.615%
14 7.116 680 685 697 rVW 265997 397804 11.68% ©0.893%
15 7.228 698 704 719 rVB 384904 612997 18.00% 1.376%
16 7.399 727 733 746 rBV 477800 792068 23.25% 1.778%
17 7.687 779 782 785 rBv4 4299 5118 ©.15% 0.011%
18 7.881 808 815 827 rBV 497707 782920 22.99% 1.758%
19 8.605 931 938 953 rBV 427417 772608 22.68% 1.735%
20 8.746 958 962 971 rVV2 15135 30365 0.89% 0.068%
21 9.087 1012 1020 1033 rBV 454272 751767 22.07% 1.688%
22 9.505 1088 1091 1096 rVB7 2635 3729 0.11% 0.008%
23 9.705 1119 1125 1129 rBV9 5076 8555 0.25% 0.019%
24  9.805 1135 1142 1154 rBV 377206 633668 18.60% 1.423%
25 10.334 1225 1232 1254 rVW 486433 925284 27.17% 2.977%
26 10.710 1290 1296 1306 rBV 631194 1079430 31.69% 2.423%
27 10.775 1306 1307 1314 rVB7 3905 4472 0.13% 0.010%
28 10.893 1319 1327 1344 rBV 260091 565746 16.61% 1.270%
29 11.152 1367 1371 1375 rBV6 3295 5341 0.16% 0.012%
30 11.257 1385 1389 1395 rBVS 4067 8174 0.24% 0.018%
31 11.775 1474 1477 1479 rBV4 3066 3870 0.11% 0.009%
32 12.316 1563 1569 1577 rVB2 9883 18726 0.55% 0.042%
33 12.628 1617 1622 1625 rBV6 3046 5846 0.17% 0.013%
34 12.822 1649 1655 1657 rBV7 2492 4254 0.12% 0.010%
35 12.881 1661 1665 1668 rBV6 2917 4278 0.13% 0.010%
36 13.316 1736 1739 1743 rVB4 3326 4534 0.13% 0.010%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc :

ALS Vvial : 39 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-BP101823.MA.M
Title : SVOA CALIBRATION
37 13.416 1748 1756 1766 rBV 237315 373632 10.97% 0.839%
38 13.610 1788 1789 1796 rVB7 2714 4078 0.12% 0.009%
39 13.757 1811 1814 1816 rBv4 4523 5293 0.16% 0.012%
40 13.787 1816 1819 1823 rVV6 5600 9411 0.28% 0.021%
41 13.840 1823 1828 1831 rVV7 6605 11575 0.34% 0.026%
42 13.998 1848 1855 1871 rVvV 968291 1356272 39.82% 3.045%
43 14.275 1895 1902 1914 rVV 1097038 1603328 47.07% 3.600%
44 14.481 1935 1937 1943 rVB6 3511 3976 0.12% 0.009%
45 14.581 1943 1954 1966 rBV 949255 1410897 41.42% 3.168%
46 14.657 1966 1967 1974 rVB7 2109 4046 0.12% 0.009%
47 14.834 1992 1997 2014 rBV 146209 391447 11.49% 0.879%
48 15.022 2026 2029 2031 rBv4 4020 5120 0.15% 0.011%
49 15.081 2038 2039 2044 rVB5 4356 4746 0.14% 0.011%
50 15.328 2078 2081 2085 rVB4 8792 11208 0.33% 0.025%
51 15.404 2093 2094 2098 rVB4 4087 3978 0.12% 0.009%
52 15.540 2114 2117 2118 rBvV3 3684 3870 0.11% 0.009%
53 15.587 2118 2125 2132 rVV 1345297 1966736 57.74% 4.416%
54 15.640 2132 2134 2143 rVBl1le 10544 20377 0.60% 0.046%

55 15.728 2143 2149 2159 rBV 312392 476053 13.98% 1.069%

56 15.828 2162 2166 2169 rVB6 5027 7745 0.23% 0.017%
57 16.239 2234 2236 2240 rVB5 3126 3554 0.10% ©0.008%
58 16.316 2246 2249 2255 rVB7 3037 4725 0.14% 0.011%
59 16.434 2264 2269 2272 rBV6 7988 14373 0.42% 0.032%
60 16.463 2272 2274 2279 rVB6 6395 7451 0.22% 0.017%
61 16.504 2279 2281 2284 rBV4 3320 3552 0.10% ©0.008%
62 16.722 2315 2318 2326 rVB1o 10862 15352 0.45% 0.034%
63 16.887 2344 2346 2350 rBvV4 3305 5272 0.15% 0.012%
64 17.004 2361 2366 2371 rBV2 42821 68210 2.00% ©.153%
65 17.157 2390 2392 2395 rBV4 3908 4730 0.14% 0.011%
66 17.222 2399 2403 2410 rVV3 45890 76591 2.25% 0.172%
67 17.286 2411 2414 2419 rVV3 33321 51435 1.51% ©.115%
68 17.369 2422 2428 2439 rVB 1140981 1624473 47.69%  3.647%
69 17.469 2439 2445 2455 rBV2 1331942 1897482 55.71% 4.260%
70 17.957 2526 2528 2532 rVB5 17849 18595 0.55% 0.042%
71 17.998 2532 2535 2541 rVB4 22304 30259 0.89% 0.068%
72 18.116 2549 2555 2559 rBv4 40114 78333 2.30% 0.176%
73 18.169 2561 2564 2568 rVV4 34242 42728 1.25% 0.096%
74 18.228 2569 2574 2587 rBV 476001 784549 23.03% 1.761%
75 18.516 2619 2623 2629 rVB8 33103 59272 1.74% ©.133%
76 19.145 2727 2730 2733 rVB3 25577 26092 0.77% 0.059%

SFAM-EPA-BP101823.MA.M Wed Oct 25 13:34:58 2023 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc :

ALS Vvial : 39 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-BP101823.MA.M
Title : SVOA CALIBRATION
77 19.216 2739 2742 2746 rVB3 21655 26381 0.77% 0.059%
78 19.298 2753 2756 2759 rBV3 16837 20505 0.60% 0.046%
79 19.333 2759 2762 2764 rBV 75801 94139 2.76% 0.211%
80 19.363 2764 2767 2768 rBV2 36172 37831 1.11% 0.085%
81 19.469 2781 2785 2797 rBvV2 148913 264949 7.78%  0.595%
82 19.733 2824 2830 2837 rBV 1773344 2326543 68.31% 5.223%
83 20.198 2906 2909 2916 rVB3 48993 65727 1.93% 0.148%
84 20.545 2964 2968 2975 rVB4 40974 80123 2.35% 0.180%
85 21.157 3069 3072 3073 rBV 71585 77347  2.27% 0.174%
86 21.180 3073 3076 3085 rVB 233333 392773 11.53% ©.882%
87 21.516 3128 3133 3140 rVB 1145131 1558151 45.75%  3.498%
88 22.086 3226 3230 3235 rBV 195565 270691 7.95% 0.608%
89 22.610 3316 3319 3323 rBV2 95756 112406 3.30% 0.252%
990 22.651 3323 3326 3331 rBV 172616 232884 6.84% 0.523%
91 22.898 3364 3368 3375 rVB 420875 594053 17.44% 1.334%
92 23.204 3415 3420 3429 rVB 1029953 1677261 49.24% 3.766%
93 23.298 3430 3436 3454 rVVW 757157 2093062 61.45% 4.699%
94 23.898 3530 3538 3547 rVB2 1036940 2319157 68.09% 5.207%
95 24.068 3560 3567 3575 rVB 723152 1538664 45.17% 3.454%
96 24.668 3661 3669 3681 rVB 1568585 3406042 100.00% 7.647%
97 26.180 3921 3926 3936 rVB3 210794 537181 15.77% 1.206%
98 26.686 4006 4012 4028 rVB2 456222 1468850 43.12%  3.298%
99 26.945 4048 4056 4073 rVB9 418356 1821012 53.46% 4.088%
100 27.709 4177 4186 4205 rVB5 527581 2412975 70.84% 5.417%

Sum of corrected areas: 44540936
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Oct 2023 22:49
: MA/JU
: 04927-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
BPO17791.D

: 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP017791.D\data.ms
1500000
1000000
10.710
7.881
500000 7.08055°° 8.605 9.087 o 107
1 0893
3.693 4,922
03-252 895420225707 5.505 6.38.881 6.87 7.68 9.5 1115237 11.7
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\\\\\\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP017791.D\data.ms
19.733
1500000
15.587 17.469
17.369
14.275
1000000 13.998 | 14.581
500000
15.728
13.416
14.834
12.316.62991 13.3 mmgt LL 5 ®281 aarEREB S5
= e e e e
Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP017791.D\data.ms
24.568
1500000
21.516 23.204  23.898
23.298 4.068
1000000 27.709
22898 26.686.945
22.086 22651 26.180
500000 21.180 ) U
21.157
545
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 2650 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\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 16

R.T. EstConc Area Relative to ISTD R.T.
4.922 2.20 ng/ul 86279 1,4-Dichlorobenzene-d4 7.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, tetramethyl- 88 C4H12Si 000075-76-3 40
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 33
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 28
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 28
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 17
Abundance Scan 312 (4.922 min): BP017791.D\data.ms (-307) (-) m/z 73.05 100.00%
73.0
5000 /\
R R T
4.60 4.80 5.00 5.20
ol 4d, 1350 2082 28213413 4321 5132 n/p 4305  32.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2247: Silane, tetramethyl-
73.0
5000 UL L B R I R R |
4.60 4.80 5.00 5.20
m/z 45.05 12.88%
O ‘\\‘1\ll‘l\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
R e aa
4.60 4.80 5.00 5.20
5000 m/z 41.05 12.83%
0 “",
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2246: Silane, tetramethyl- AR A RRRRY
73.0 4.60 4.80 5.00 5.20
m/z 71.05 6.88%
- AHL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 Bicyclo[3.1.0]hexane, 4-met... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.116 10.16 ng/ul 397804 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexane, 4-methylen... 136 C1@H16 003387-41-5 94
2 Bicyclo[3.1.0]hexane, 4-methylen... 136 C1@H16 003387-41-5 91
3 Bicyclo[3.1.0]hex-2-ene, 4-methy... 136 C10H16 028634-89-1 91
4 Cyclohexene, 4-methylene-1-(1-me... 136 C10H16 000099-84-3 91
5 .alpha.-Pinene 136 C10H16 000080-56-8 80
Abundance Scan 685 (7.116 min): BP017791.D\data.ms (-680) (-) m/z 93.10 100.00%
3.1
5000
o ABEEEENE L S
” ‘ 6.80 7.00 7.20 7.40

bt L1, 1509 223.3262.1 355.2 418 1475.1 5460 /7 91,05  49.26%

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

Abundance #18240: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methyle

93.0
5000 NN RN R RN
6.80 7.00 7.20 7.40
m/z 77.10 44.07%
027-q?““m‘\ ‘“\\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18244: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methyle
93.0
R A ARRARA AR
6.80 7.00 7.20 7.40
5000 m/z 79.10 31.24%
27.T
oMﬂwJ‘\ et e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18246: Bicyclo[3.1.0]hex-2-ene, 4-methyl-1-(1-methylet R R N RREAN
93.0 6.80 7.00 7.20 7.40
m/z 41.10  23.47%
5000
0'l S R R AR A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 11
R.T. EstConc Area Relative to ISTD R.T.
13.416 5.30 ng/ul 373632  Acenaphthene-d10 14.581
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 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 86
3 1H-Pyrazole, 4-[4-(3-chloropheno... 278 C15H19C1N20 1010302-33-9 59
4 Metacetamol 151 C8HONO2 000621-42-1 53
5 Acetaminophen 151 C8H9NO2 000103-90-2 53
Abundance Scan 1756 (13.416 min): BP0O17791.D\data.ms (-1748) (- | m/z 43.05 100.00%
43.0
109.1
5000
JHM 69.2 2671 341.1 4151  522.9 1350
O bl T B0 S TR e 2ES T m/z 109.10  76.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000
1350
m/z 151.20 49.36%
‘ ’ ‘ 69.0
O‘H\“\‘HJII‘“‘\U“‘M[‘ 1IH\A\L\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0
43.0 1350
5000 m/z 41.10 26.32%
69.0
NPT R VPN
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #170663: 1H-Pyrazole, 4-[4-(3-chlorophenoxy)butyl]-3,5-
109.0 1350
m/z 69.05 17.70%
5000
42.0
ob didsbidse PR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1350

SFAM-EPA-BP101823.MA.M Wed Oct 25 13:35:05 2023 Page: 7



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\

Library Search Compound Report

Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 4 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.228 9.66 ng/ul 784549  Phenanthrene-di10 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 2574 (18.228 min): BP017791.D\data.ms (-2569) (- m/z 73.10 100.00%

7’2
5000
2133 == T
UHH 2| . 18.00 18.50
oHW‘\MthA‘mugHM"?“1‘1“?"5624153“‘7‘3}4"5‘3‘%9 m/z 43.10  85.02%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN Tl
18.00 18.50
213.0 m/z 60.05 77 .95%
O \\\“‘ }“’“Whll\\\\‘\”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143511: n-Hexadecanoic acid
73.0
—— —
256.0 18.00 18.50
5000 m/z 41.05 69.53%

H 157.0

0 w‘ﬂ JMMMJ\\\\‘,,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance i i

#143509: n-Hexadecanoic acid e —
43.0 18.00 18.50

m/z 55.10 64.16%

5000 256.0 JL
129.0
| H\ L., fso0

0+ JHH\\u\HPWH\\M\\w\\u,\u\‘u\\w\\w\\u‘\ o —
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP102323\

Data File : BP@17791.D

Acqg On : 24
Operator : MA/
Sample . 049

Misc
ALS vial : 39

Quant Method
Quant Title

TIC Library
TIC Integration

Oct 2023 22:49
Ju
27-12

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
: SVOA CALIBRATION

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

Peak Number 5

Octadecanoic acid

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.469 3.4 ng/ul 264949 Chryseme-diz2 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecanoic acid 284 Cl8H3602 000057-11-4 99

2 Octadecanoic
3 Octadecanoic

acid 284 C18H3602
acid 284 C18H3602

000057-11-4 99
000057-11-4 98
000057-11-4 98
000057-11-4 93

m/z 73.10 100.00%

%

19.50

m/z 43.10 92.06%

%

19.50

m/z 59.95 80.30%

%‘

19.50

m/z 41.10 75.44%

-

19.50

m/z 57.10 69.54%

4 Octadecanoic acid 284 C18H3602
5 Octadecanoic acid 284 C18H3602
Abundance Scan 2785 (19.469 min): BP017791.D\data.ms (-2781) (-
73.1
5000
185.3
‘ M 284.4
orer bR ULy L L 3931 415247275353
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0
185.0
()III “}““l\WI \\\l\\‘\H‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000
H 185.0 284.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0
284.0
o_“" L “}“”“w,l“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

2

19.50

SFAM-EPA-BP101823.MA.M Wed Oct 25 13:35:07 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 1-Hexadecene, 16-bromo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.180 5.04 ng/ul 392773  Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 91
2 Cyclopentadecane 210 C15H30 000295-48-7 64
3 1-Docosene 308 C22H44 001599-67-3 58
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 55
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 52

Abundance Scan 3076 (21.180 min): BP017791.D\data.ms (-3073) (- m/z 83.10 100.00%

83.1
5000

2072 ‘21f00‘ ‘21f50‘
sz |

283.1
AL (L STT8412 415247745376 4, 69,10 94.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #201914: 1-Hexadecene, 16-bromo-
55.0

o

5000 T —
21.00 21.50
148.0 m/z 55.10  90.35%
Oﬁ’llwimtm‘?1§ow3?ﬁo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #87654: Cyclopentadecane
55.0
2£00 2£50
5000 ITI/Z 97.10 84.85%
11yl
O\HL\*H*w”*Vw”w*H*M*H\H*W*H*M‘H\H*W*H*w
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209741: 1-Docosene T T
55.0 21.00 21.50

m/z 43.10 76.24%

5000 N\vamyhmJAkWN%J\VAA
T l——

O b by S S —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50

SFAM-EPA-BP101823.MA.M Wed Oct 25 13:35:09 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 13
R.T. EstConc Area Relative to ISTD R.T.
22.086 3.47 ng/ul 270691  Chrysene-di12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Docosane, 5-butyl- 366 C26H54 055282-16-1 90
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
5 Dodecane 170 C12H26 000112-40-3 87
Abundance Scan 3230 (22.086 min): BP017791.D\data.ms (-3226) (- m/z 57.10 100.00%
57.1
‘ 22.00 |
72 207.2 2811 :
o"m_M‘_nhuuw""w‘m"‘?15‘57‘2‘“”““?‘1”3‘??9”2_ m/z 71.10  80.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
5000 e ‘
22.00
m/z 43.10 71.26%
1 70
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
T \
22.00
5000 m/z 85.10 58.96%
127.0
oL ULl aor0 2670 ssTo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275542: Docosane, 5-butyl- T ‘
43.0 22.00
m/z 41.10 30.17%
5000
126.0
309.0
0 H |||, 183.0240.0 | 366.0
R R e R m e ARARARRA S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

SFAM-EPA-BP101823.MA.M Wed Oct 25 13:35:10 2023 Page: 11



Data Path : Z:
Data File : BP

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
017791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 8 13-Docosenamide, (Z)- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
22.651 2.99 ng/ul 232884  Chrysene-di2 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 62
4 Palmitoleamide 253 C16H31NO 106010-22-4 59
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 53

Abundance Scan 3326 (22.651 min): BP017791.D\data.ms (-3323) (- m/z 59.10 100.00%

59.1
5000

==

2250  23.00
‘ 208.2 777.3337.4
‘H‘HMMWﬁM““‘M T35Sl 41624772 549 4; 72.10  80.88%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (Z)-

o

59.0

5000 —rt Mo
22.50 23.00

m/z 55.10 50.96%

337.0
f‘ ‘f\muv!ﬂfu\l%112f4oof1\1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-

59.0

T
22.50 23.00
5000 m/z 41.10 39.67%

LU0 a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

o

Abundance #174773: 9-Octadecenamide, (2)- — ——
59.0 22.50 23.00
m/z 43.05 35.95%
5000
126.0 281.0
0 JHM“W“-“,“O S -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

SFAM-EPA-BP101823.MA.M Wed Oct 25 13:35:11 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 1,19-Eicosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.898 7.72 ng/ul 594053  Perylene-d12 24.063
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 Hexacosanal 380 C26H520 026627-85-0 94
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
5 Tetracosanal 352 C24H480 057866-08-7 94

Abundance Scan 3368 (22.898 min): BP017791.D\data.ms (-3364) (- m/z 57.10 100.00%
57.1

5000 /\J\\
1911 362.6 22.50 23.00
ow‘_‘W_M"w“‘2‘5‘0“2“_H‘_uxwﬁ‘?‘l‘-?\???-ﬁ m/z 43.10  94.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
5000 = =
22.50 23.00
m/z 82.10 86.99%
O‘\\J‘\‘\‘\J\‘r‘lw‘kr\%fg\ﬁfo\\\%??\.?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0
™ T
22.50 23.00
5000 ITI/Z 55.10 69.77%
264.0
0 Hwkﬂ‘_‘:q“u“H“‘H“H“_“‘_“W“H,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal o —
57.0 22.50 23.00
m/z 83.10 60.87%
362.0
ol Lill |w18202500 \
_“"H“H‘w“u"H‘_“w“u‘u“_“w‘u“u“w == =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

SFAM-EPA-BP101823.MA.M Wed Oct 25 13:35:12 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.204 21.80 ng/ul 1677260  Perylene-d12 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Tridecane, 1-iodo- 310 C13H271 ©35599-77-0 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 9-Methylheneicosane 310 C22H46 070475-51-3 91
Abundance Scan 3420 (23.204 min): BP017791.D\data.ms (-3415) (- m/z 57.10 100.00%
57.1
’ ’1 23.00 23.50
ol LUIIEI? 2973 20023236 4086 47635353 1/, 71,10 76.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — ——
23.00 23.50
m/z 43.10 69.28%
1 239.0
O \\J‘\}\\\“\F\J\\J‘l\l\W\[!\\T‘\12\9\6‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-
57.0
== =
23.00 23.50
5000 ITI/Z 85.15 54.84%
’ 183.0
ol bllbmao "0 st00
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- ~4~J$ — —
43.0 23.00 23.50
m/z 41.10 25.41%
5000
196.0
ol LIRS lesso L JUA
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BP101823.MA.M Wed Oct 25 13:35:13 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.298 27.21 ng/ul 2093060  Perylene-d12 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 3436 (23.298 min): BP017791.D\data.ms (-3430) (- m/z 57.10 100.00%
57.1

5.2 J‘\‘ ‘ ——
e 23.00 23.50
b AL 32522501 336.5 403.2 47645354 /7 83.10  97.65%

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

0
m
o

5000 T =
23.00 23.50
H 5.0 m/z 43.10 95.56%
0‘\\“J‘\“\\\\“‘\l\l\\]\‘h\l\l\9\6‘.\o\\\2‘6\6\.\9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
=T =
23.00 23.50
5000 ITI/Z 55.10 90.95%
1p5.0
0 \‘\ i J) \\ \‘ J | .196'0 292.0 364.0
R B e e AR RAABRERREREERREEEERS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol T ]
83.0 23.00 23.50
m/z 69.10 86.92%
5000

-

T ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BP101823.MA.M Wed Oct 25 13:35:15 2023 Page: 15



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\

BPO17791.D

: 24 Oct 2023 22:49
: MA/JU

: 04927-12

: 39 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
24.669  44.27 ng/ul 3406040 Perylene-di12 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 3669 (24.668 min): BP017791.D\data.ms (-3661) (- m/z 57.10 100.00%

57.1
5000

’ 2450 2500

o b thm‘«l‘gfﬁ?‘??l“?137‘75““91‘?”_“‘99_3?‘}?‘ m/z 71.10  77.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0

5000 T
2450 2500
43.10 67.85%
196.0 m/z
Tyrivio
O‘\\\“\I\\k“ﬂ\%l”‘\\!\\‘!\\2\5‘4\.-\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
2450 2500
5000 ITI/Z 85.10 56.66%
o LT m0 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0 2450 2500

55.10  25.65%

) \dﬂu/\/\\\wxp
L } ‘ WJ | 1970 267.0 3370  449.0

L L —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

SFAM-EPA-BP101823.MA.M Wed Oct 25 13:35:16 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 Dotriacontanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.180 6.98 ng/ul 537181 Perylene-d12 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontanal 464 C32H640 057878-00-9 74
2 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 53
3 Hexacosanal 380 C26H520 026627-85-0 52
4 Nonacosanal 422 C29H580 072934-04-4 52
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 49
Abundance Scan 3926 (26.180 min): BP017791.D\data.ms (-3921) (- m/z 57.10 100.00%
57.1
5000 /\J\w/
207.1 —— ——
26.00 26.50
283.1 355.3
o‘uh'”*ﬂwﬂq419'6503'3‘ m/z 43.10  78.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #330170: Dotriacontana
57.0
5000 R
26.00 26.50
24.0 446.0 m/z 82.10 77 .00%
L \” || 1810 2500 3200 3890
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138530: Dodecane, 6-cyclohexyl-
57.0
— —
26.00 26.50
5000 m/z 55.10 62.03%
\ 168.0
ow“"u"J\‘JWMW"""‘,"H_m‘w_ww,‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal T ——
57.0 26.00 26.50
m/z 96.10 57.11%
- /\/\NWMV/\\AHMW
362.0
o, u "1820 2500
— _"w"H"H"H"_“W‘H“H“_“w“u“u“‘ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.686 19.09 ng/ul 1468850  Perylene-di12 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 91

Abundance Scan 4012 (26.686 min): BP017791.D\data.ms (-4006) (- m/z 57.10 100.00%

57.1
5000

’ } H 193 125323154 3825 26.50 27.00
ous_m_ﬂ‘w LSt 982o  AT935383  m/z 71.10  82.57%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0

5000 — —
26.50 27.00

m/z 43.10 69.80%

oh || 270 1670 2670 3650
\WT‘\\W\‘W\\I‘\T\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane

57.0

T —
26.50 27.00

5000 m/z 85.10 56.65%
o \‘ |70 197.0 267.0 3670
‘H“H“H“‘ T T T [ T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane e —
57.0 26.50 27.00

m/z 55.10  28.66%

5000 \“J\v/\\
|| 1270 2110 20503520

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 15 Triacontyl acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.945 23.67 ng/ul 1821010  Perylene-di12 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontyl acetate 480 C32H6402 041755-58-2 95
2 13-Tetradecen-1-o0l acetate 254 C16H3002 056221-91-1 90
3 Nonacos-1-ene 406 C29H58 018835-35-3 76
4 1-Hexacosene 364 C26H52 018835-33-1 76
5 Pentacos-1-ene 350 C25H50 016980-85-1 76

Abundance Scan 4056 (26.945 min): BP017791.D\data.ms (-4048) (- m/z 83.10 100.00%

83.1
5000
1502 2553 -
o,"‘ J\Uf!w‘ LAVEO 4903548/, 57.10  96.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #334198: Triacontyl acetate
43.0
5000 T T
27.00
m/z 43.10  95.45%
0bd M, | 181.0 250.0 334.0 420.0480.0
‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
—
27.00
5000 ITI/Z 55.10 95.16%
1.0
ol L |11, 19802500
RRRRN ““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 #306022: Nonacos-1-ene T
57.0 27.00
m/z 97.10 87.06%
5000
125.0
0 \‘\\ ‘"“‘\\‘11950 4060
R e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.709  31.36 ng/ul 2412980  Perylene-d12 24.063
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 97
3 .beta.-Sitosterol 414 C29H500 000083-46-5 96
4 .gamma.-Sitosterol 414 C29H500 000083-47-6 64
5 Stigmasta-3,5-diene 396 C29H48 004970-37-0 49

Abundance Scan 4186 (27.709 min): BP017791.D\data.ms (-4177) (| | m/z 43.10 100.00%

43.1
5000 105.1 213.3

H S e s
ok MM |

489.3547.0 /7 55.10  54.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0

5000 — e
414.0 27.50 28.00

2130 303.0 m/z 57.10 49.83%

ol ‘J‘r H“ \‘““‘“‘”HI JV ‘\M\M \‘HJ‘IJI ik “ ‘L‘ ‘ ‘ : ‘ e ‘} ‘“‘ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0

T T
27.50 28.00

5000 m/z 105.10 47 .36%
107.0 414.0
l 2130 3.0
0l \\“‘\\““‘H‘w l\““ﬁ\‘””h"w\"h‘\\\I‘HH \‘u“‘n“‘ .HH‘ ‘L“‘H\‘“‘ A e e
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol T T
43.0 27.50 28.00

m/z 107.10  46.81%

i e W/U

o“““u‘“ - ——
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 27.50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17791.D

Acqg On : 24 Oct 2023 22:49
Operator : MA/JU

Sample : 04927-12

Misc

ALS Vvial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 4.922 2.2 ng/ul 86279 1 7.881 782920 20.0
Bicyclo[3.1.0]h... 7.116 10.2 ng/ul 397804 1 7.881 782920 20.0
2,4,7,9-Tetrame... 13.416 5.3 ng/ul 373632 3 14.581 1410900 20.0
n-Hexadecanoic ... 18.228 9.7 ng/ul 784549 4 17.369 1624470 20.0
Octadecanoic acid 19.469 3.4 ng/ul 264949 5 21.516 1558150 20.0
1-Hexadecene, 1... 21.180 5.0 ng/ul 392773 5 21.516 1558150 20.0
(DEL) Alkane: S... 22.086 3.5 ng/ul 270691 5 21.516 1558150 20.0
13-Docosenamide... 22.651 3.0 ng/ul 232884 5 21.516 1558150 20.0
1,19-Eicosadiene 22.898 7.7 ng/ul 594053 6 24.063 1538660 20.0
(DEL) Alkane: S... 23.204 21.8 ng/ul 1677260 6 24.063 1538660 20.0
1-Heneicosanol 23.298 27.2 ng/ul 2093060 6 24.063 1538660 20.0
(DEL) Alkane: S... 24.669 44.3 ng/ul 3406040 6 24.063 1538660 20.0
Dotriacontanal 26.180 7.0 ng/ul 537181 6 24.063 1538660 20.0
(DEL) Alkane: S... 26.686 19.1 ng/ul 1468850 6 24.063 1538660 20.0
Triacontyl acetate 26.945 23.7 ng/ul 1821010 6 24.063 1538660 20.0
.gamma.-Sitosterol 27.709 31.4 ng/ul 2412980 6 24.063 1538660 20.0
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