LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc :

ALS Vvial : 48 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-BP060723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15710.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.399 32 36 44 rVB 36102 50280 1.85% 0.115%
2 3.846 109 112 125 rBV 247641 388344 14.27% 0.892%
3 3.946 126 129 134 rVB3 21470 30398 1.12% 0.070%
4 4.064 145 149 155 rVvB2 20380 33001 1.21% 0.076%
5 4.170 163 167 172 rVB 10371 16120 0.59% 0.037%
6 4.375 198 202 204 rBv4 6037 9231 0.34% 0.021%
7 4.405 204 207 214 rVB 27540 37443 1.38% 0.086%
8 4.834 275 280 286 rBV6 5766 8346 ©0.31% 0.019%
9 5.123 325 329 335 rVB3 6284 8555 0.31% 0.020%
10 5.240 347 349 354 rVW5 3032 4497 0.17% 0.010%
11 5.434 378 382 386 rBv7 2064 2988 0.11% 0.007%
12 6.040 482 485 488 rBV5 2781 2946 0.11% 0.007%
13  6.105 494 496 500 rVB4 2334 3300 0.12% ©0.008%
14 6.328 530 534 538 rBV6 2075 4199 0.15% 0.010%
15 6.722 596 601 605 rVve 7317 12752 0.47% 0.029%
16 7.028 651 653 658 rVB6 3615 5265 0.19% 0.012%
17 7.246 683 690 704 rBV 359283 749547 27.54% 1.721%
18 7.399 710 716 729 rBV 338625 584917 21.49% 1.343%
19 7.605 743 751 760 rBV 484384 827596 30.41% 1.901%
20 8.075 824 831 846 rVW 558886 977662 35.92%  2.245%
21 8.805 945 955 975 rBV 401758 850852 31.26% 1.954%
22 8.934 975 977 981 rVB5 4082 4749 0.17% 0.011%
23 9.263 1025 1033 1054 rBvV 394181 795149 29.21% 1.826%
24  9.416 1057 1059 1064 rVB5 4639 6164 0.23% 0.014%
25 9.622 1088 1094 1098 rVB5 5432 10399 0.38% 0.024%
26 9.987 1148 1156 1172 rBV 335086 684393 25.14% 1.572%
27 10.299 1206 1209 1214 rVB6 3657 3731 0.14% 0.009%
28 10.493 1238 1242 1243 rBV3 2957 3875 0.14% 0.009%
29 10.546 1243 1251 1270 rVV 316310 846645 31.11% 1.944%
30 10.905 1302 1312 1323 rBV 689923 1220559 44.84%  2.803%
31 11.e63 1333 1339 1367 rBV 209208 650835 23.91%  1.495%
32 11.916 1478 1484 1486 rBvVv7 2424 3994 0.15% 0.009%
33 12.081 1508 1512 1514 rBV5 2138 2810 0.10% 0.006%
34 12.504 1579 1584 1593 rBV7 6044 16634 0.61% 0.038%
35 12.575 1593 1596 1604 rVB1o 2807 5114 ©.19% 0.012%
36 12.728 1616 1622 1625 rBV6 3878 7509 0.28% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc :

ALS Vvial : 48 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-BP060723.MA.M
Title : SVOA CALIBRATION
37 13.075 1677 1681 1688 rVB10 4240 7928 0.29% ©0.018%
38 13.328 1718 1724 1726 rBV6 3140 4633 0.17% 0.011%
39 13.481 1745 1750 1755 rVBS 2449 4382 0.16% 0.010%
40 13.528 1755 1758 1763 rVB6 3023 5069 0.19% 0.012%
41 13.604 1763 1771 1775 rBV5 13483 24820 0.91% 0.057%
42 13.987 1830 1836 1839 rBvVS8 3945 5980 0.22% 0.014%
43 14.034 1839 1844 1852 rVW5 52893 78586 2.89% 0.180%
44 14.134 1852 1861 1877 rBV 797377 1279474 47.01%  2.938%
45 14.287 1886 1887 1891 rVB4 2426 2985 0.11% 0.007%
46 14.422 1903 1910 1925 rBV 986257 1536338 56.45% 3.528%
47 14.551 1927 1932 1936 rVB8 7526 14031 ©0.52% 0.032%
48 14.598 1936 1940 1945 rBV8 5378 7963 0.29% 0.018%
49 14.669 1947 1952 1955 rBV5 21083 27348 1.00% 0.063%
50 14.728 1955 1962 1978 rVV 912152 1410652 51.83% 3.240%
51 14.987 1996 2006 2019 rBV2 114300 398169 14.63% 0.914%
52 15.140 2028 2032 2036 rVB7 6514 9675 0.36% 0.022%
53 15.428 2079 2081 2084 rBV4 2917 3426 0.13% 0.008%
54 15.551 2098 2102 2106 rVB6 8397 9533 0.35% 0.022%
55 15.722 2125 2131 2144 rBV 1077804 1794576 65.93% 4.121%
56 15.875 2151 2157 2166 rBV 235709 475553 17.47% 1.092%
57 16.093 2189 2194 2202 rBV 146108 247148 9.08% 0.568%
58 16.310 2229 2231 2235 rBV4 15459 24361 ©0.90% 0.056%
59 17.428 2418 2421 2426 rBV5 74092 139557 5.13% 0.320%
60 17.487 2426 2431 2444 rVV 1076721 1807179 66.40% 4.150%
61 17.592 2444 2449 2474 rVB2 1148575 2170082 79.73%  4.984%
62 17.951 2508 2510 2513 rBV4 7701 6957 0.26% 0.016%
63 18.092 2531 2534 2537 rBV5 13558 18212 0.67% 0.042%
64 18.234 2553 2558 2563 rBV2 39916 66793  2.45% ©.153%
65 18.287 2563 2567 2572 rBV 124175 171878 6.31% 0.395%
66 18.345 2572 2577 2586 rBV 692572 964604 35.44% 2.215%
67 18.628 2621 2625 2633 rBV7 46161 127727 4.69% 0.293%
68 19.434 2759 2762 2764 rBV2 46477 60422  2.22% 0.139%
69 19.457 2764 2766 2768 rVvV2 63492 79030 2.90% 0.181%
70 19.486 2768 2771 2778 rVB2 132961 231019 8.49% 0.531%
71 19.569 2781 2785 2793 rBV3 158125 256012 9.41% 0.588%
72 19.816 2822 2827 2836 rVB 1629078 2333958 85.75% 5.360%
73 21.251 3066 3071 3078 rBV2 554602 897166 32.96%  2.060%
74 21.580 3122 3127 3132 rBV 1282261 1845714 67.81% 4.239%
75 21.757 3152 3157 3158 rBV2 464914 680251 24.99% 1.562%
76 22.210 3231 3234 3243 rVB2 398013 637338 23.42% 1.464%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS Vvial : 48 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-BP060723.MA.M
Title : SVOA CALIBRATION

77 22.969 3359 3363 3370 rVB 272051 430020 15.80% ©.988%
78 23.286 3412 3417 3423 rVB 904130 1508990 55.44%  3.465%
79 23.363 3425 3430 3441 rVB3 406637 952963 35.01% 2.189%
80 23.969 3526 3533 3541 rVB2 1202694 2631683 96.69% 6.044%
81 24.139 3556 3562 3570 rVB 894298 1930971 70.94% 4.435%
82 24.333 3591 3595 3605 rVB 527301 1094026 40.19% 2.512%
83 24.739 3657 3664 3673 rVB 956971 2094422 76.95% 4.810%
84 26.198 3907 3912 3923 rVB2 544793 1441300 52.95% 3.310%
85 27.815 4180 4187 4208 rVB6 624101 2721823 100.00% 6.251%

Sum of corrected areas: 43543526
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP015710.D\data.ms

1500000

1000000

10.905
— 8.075
500000
3.846 724899 8905 9263 9987 10546
. 1.063
Oi-3\99 QABIPS 48365280134 600865328 6.7227.028 496622 || 10.209
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP015710.D\data.ms
19.816
1500000
144852
15.722
1000000 14'42124.728
14.134 18.345
500000

02681 12369528 3.075 B804 £ ¢

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP015710.D\data.ms
21.680 23.969
24.739
23.286 4.139
1500000 21.757
27.815
4.333 26.198
1000000 21.251 22210 23.363
500000
0\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 21.00 2150 22.00 2250 23.00 2350 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\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.093 3.50 ng/ul 247148  Acenaphthene-di10 14.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 95
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2194 (16.093 min): BP015710.D\data.ms (-2189) (- m/z 105.00 100.00%
105.0
182.1
5000
T \
2 ‘ 16.00
Ol A 2312 34114010 491.6549. /7 77.e0  75.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 —— :
16.00
m/z 182.10  54.26%
27.0
0‘\\‘\‘\"\\d\\‘\\\\[h\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
T \
16.00
5000 1820 m/z 51.00 32.54%
o270 |
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56924: Benzophenone T ‘
105.0 16.00
m/z 50.00 10.16%
5000
182.0
27.0
o S — St
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.345 10.68 ng/ul 964604  Phenanthrene-d1e 17.487
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 Tridecanoic acid 214 C13H2602 000638-53-9 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2577 (18.345 min): BP015710.D\data.ms (-2572) (- m/z 73.00 100.00%
73.0
5000 L
213.2 — —
m } 0 18.00 18.50
oberrk H\Hw ‘m‘wHM“28‘1“0"?"55”9“429‘?”‘51”7‘4_ m/z 43.00  86.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T R
18.00 18.50
“ 213.0 m/z 60.00 84.69%
O‘\\\ ‘ \I\MM‘\N\H‘\\\!‘\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
420 256.0
— =
18.00 18.50
5000 m/z 41.00 72.86%
129.0
ol 320
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 55.00 70.46%
5000 256.0
129.0
A1 TREE) _
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062323\

Library Search Compound Report

Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Octadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.569 2.77 ng/ul 256012  Chrysene-di12 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2785 (19.569 min): BP015710.D\data.ms (-2781) (- m/z 73.00 100.00%

5

5000
185.1 — |
1IN ey
oL bl b g o |, 35004180 8033 o 43 00 97.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid
43.0
5000 —— ‘
129.0 19.50
\' 284.0 m/z 60.00 75.51%
1099.
0 ‘\1‘! “\ 'IHHI’XHMH\“Pgw'or"
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
T \
19.50
5000 m/z 57.05 73.29%
‘ ‘ 185.0  284.0
o L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —— ‘
73.0 19.50
m/z 55.00 70.23%
5000
é } 199.0
015 “\ .IH \‘n .m‘n ép\.‘ ‘\ L \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Data Path : Z:\
Data File : BP@

Acqg On : 24
Operator : MA/
Sample : 030

Misc
ALS vial : 48

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP062323\
15710.D

Jun 2023 15:43

Ju

85-13

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 4 Trichloroacetic acid, hexad... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.251 9.72 ng/ul 897166  Chrysene-di12 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Cyclopentadecane 210 C15H30 000295-48-7 93

Abundance Scan 3071 (21.251 min): BP015710.D\data.ms (-3066) (- m/z 55.00 100.00%

55.0
5000

125.1 LT !

" 228.1 3431 414.2 484.3 549. 2109 2.5
0 oAbl b S I RS PO 90 m/z 57.85  97.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester ijvmwrWN/\wf/¥JL/AJ
43.0
5000 T ——
1.0 21.00 21.50

m/z 43.10 96.57%

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

T
21.00 21.50
5000 m/z 83.05 91.40%

125.0
oL L 1‘u1%02660
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #259982: Pentacos-1-ene T ——
55.0 21.00 21.50

m/z 69.00 79.55%

5000
125.0
\ M “|‘19502640 300

O e e e e

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 (E)-3-Methyl-5-((1R,4aR,8aR... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.757 7.37 ng/ul 680251  Chrysene-di2 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-3-Methyl-5-((1R,4aR,8aR)-5,5... 298 C20H340 021738-29-4 55
2 3-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 040702-26-9 38
3 Imidazole, 4-methyl-5-[3,3,3-tri... 234 C10H13F3N20 1000129-15-8 38
4 3,6-Octadienal, 3,7-dimethyl- 152 C1eH160 055722-59-3 38
5 But-3-enal, 2-methyl-4-(2,6,6-tr... 206 C14H220 104900-59-6 38

Abundance Scan 3157 (21.757 min): BP015710.D\data.ms (-3152) (- m/z 95.10 100.00%

gl:
165.1
5000
231.2 it R
4 2150  22.00
o3 bk IMHH,IM WJ“L'J“J'&”E?QE?“5“5‘,9 o H2:1 549 s 6900 87.33%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #187050: (E)-3-Methyl-5-((R 4aR,8aR)-5,5 8a-trimethyl-
81.0
5000 — -
90 o 2150  22.00
m/z 81.05 79.76%
0 |

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #29340. 3-Cyclohexene-1-carboxaldehyde, 1,3,4-trimethy
67.0

T T
21.50 22.00

5000 m/z 109.10  73.16%

152.0
o_mW ‘MH,
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #115328: Imidazole, 4-methyl-5-[3,3,3-trifluoropropionylp T
95.0 21.50 22.00

m/z 55.00 69.16%

- M//\/\
165.0 234.0

0 M\“ A ‘ | ' [ |

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.210 6.91 ng/ul 637338 Chrysene-di2 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 96
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 96
3 Cyclotetradecane 196 C14H28 000295-17-0 96
4 9-Tricosene, (Z)- 322 C23H46 027519-02-4 96
5 1-Heneicosanol 312 C21H440 015594-90-8 95

Abundance Scan 3234 (22.210 min): BP015710.D\data.ms (-3231) (- m/z 57.05 100.00%

57.0
5000

1p5.1 — —
‘ 2070 3021 371 22.00 22.50
ol ‘fu‘MM_‘H_mW“‘3‘””‘439“1“‘?9“3?4‘7‘ m/z 55.00  95.56%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227234: 1-Tricosene
43.0
22.00 22.50

m/z 83.10 91.89%

O‘\\‘\"\f\\H‘1\}\‘}“I\l\sa‘()\\\\‘\\\\3‘\2\2\\()‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #321407: Heptacosyl acetate
43.0

T T
22.00 22.50

5000 111.0

5000 1.0 m/z 43.05 90.07%
ol 1y 4810 250.0308.0 378.0438.0
e A e o e
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71730: Cyclotetradecane T —
53.0 22.00 22.50

m/z 97.05 88.63%

‘H 1 ‘FSO 196.0 U/LJ

\

ol Al — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Octacosanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.969 4.45 ng/ul 430020 Perylene-di12 24.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanal 408 C28H560 022725-64-0 96
2 Octadecanal 268 C18H360 000638-66-4 94
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
4 Octadecanal 268 C18H360 000638-66-4 93
5 Hexacosanal 380 C26H520 026627-85-0 93
Abundance Scan 3363 (22.969 min): BP015710.D\data.ms (-3359) (- m/z 57.00 100.00%
it
- VAJJ\A
s
193.0 296.1 362.3 .
oHJ‘us\e'g‘JUMW‘J‘mwwm““““““""7‘5“1"‘5‘3‘5‘4 m/z 43.05 95.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307026: Octacosana
57.0
5000 IR
23.00
m/z 82.00 81.26%
‘ 390.0
O\\“\‘ “\\H\\ll‘\\"\hf“f\\\2‘\2}\\0[\\\:3\0‘6\\0\\‘\\\L‘1\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158568: Octadecana
43.0
——
23.00
5000 m/z 55.00 60.86%
109.0
“ 250.0
O‘Jﬂﬁ‘ﬁ‘ﬂ‘mmwwmﬂ‘u“‘u“‘u"_“‘_“w“‘w“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl- ——
82.0 23.00
m/z 41.00 54.68%
h M
ool ze0 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.286 15.63 ng/ul 1508990  Perylene-d12 24.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
Abundance Scan 3417 (23.286 min): BP015710.D\data.ms (-3412) (- m/z 57.10 100.00%
57.1
- ¢
= =
‘ 8771 ours | 23.00 2350
0 m_me b 2232 3872 4789 549, /7 71,65 69.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 S —
23.00 23.50
m/z 43.05 65.04%
O \‘\ ‘ \“. \ \”‘]-\F\T‘\lo“\ ‘\1\9\7‘\0\\ \2‘6\7\IO\‘ TTT ﬁe\?\o\‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
—— —
23.00 23.50
5000 m/z 85.10 51.57%
239 0
o LB PP 0e0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- = T
57.0 23.00 23.50
m/z 55.00 26.30%
B J\J\L
0 IR0 1970 2670 350
H“H‘w"H‘H“_‘H“H‘_‘H“H‘_“W‘H"H‘w‘ P e
m/z--> 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\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 5
R.T. EstConc Area Relative to ISTD R.T.
24.333  11.33 ng/ul 1094030  Perylene-di12 24.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
4 Tricosanal 338 C23H460 072934-02-2 91
5 Nonacosanal 422 C29H580 072934-04-4 91

Abundance Scan 3595 (24.333 min): BP015710.D\data.ms (-3591) (- m/z 57.00 100.00%

57.0
5000
J i o
208.0 282.1  390.4 : :
o_m"m‘m“"w”wm_m_WHH_WH‘SF"Z‘?W m/z 43.10  90.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171302: 1,19-Eicosadiene
55.0
5000 _— —
24.00 24.50
m/z 82.00 86.99%
0‘\\J‘\‘\‘\\l \\H\F\“\l\‘1]\-19\4‘19\\[2\7\18\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158579: Oxirane, hexadecyl-
82.0
o S
24.00 24.50
5000 ITI/Z 55.00 73.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176357: Oxirane, heptadecyl- — —
82.0 24.00 24.50
m/z 83.00 60.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 2
R.T. EstConc Area Relative to ISTD R.T.
24.739  21.69 ng/ul 2094420  Perylene-d12 24.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 96
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 94
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3664 (24.739 min): BP015710.D\data.ms (-3657) (- m/z 57.10 100.00%

57.1
5000

T
24.50 25.00

ol LILLIPE 29720501 sa734010 47615361 2 7105 91.56%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000 — —
24.50 25.00

m/z 43.05 62.14%

LTS 10 o 300
\\‘\\\\‘\\\T‘\T\\‘\\\\‘\\\\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl-

43.0

—T
24.50 25.00

5000 ITI/Z 85.05 51.48%
210.0
o LMD, L esrosean AJL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307034: Octacosane, 2-methyl- = 7
57.0 24.50 25.00

m/z 55.00 24.18%

5000
365.0
IR

Ll L

o

m/z--> 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\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Oxirane, heptadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.198 14.93 ng/ul 1441300  Perylene-di12 24.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
2 Disparlure 282 C19H380 029804-22-6 93
3 Nonacosanal 422 C29H580 072934-04-4 91
4 Octadecanal 268 C18H360 000638-66-4 87
5 1,19-Eicosadiene 278 C20H38 014811-95-1 81

Abundance Scan 3912 (26.198 min): BP015710.D\data.ms (-3907) (- m/z 57.10 100.00%

57.1
5000
‘Jrhh 20702650  361.3418.4476.5537.2

——
26.00 26.50
O IR g s 8 S TR D AR DT m/z 43.00

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0

5000 — —
26.00 26.50

m/z 82.00 82.16%

O\p\a\ ‘}\ \‘l‘“\b:\l-\“l\l\\l\l“\\‘\‘\2?6\4\9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176348: Disparlure
69.0

T
26.00 26.50

0 4
N
o 4
=
OO

5000 m/z 55.00 65.74%
’ L 183.0
O*JWW*‘*#*EM““L\H*?EQQ\*H*\H**M**W**H\*H*\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314317: Nonacosanal e e
82.0 26.00 26.50

m/z 83.05 61.67%

5000 MVNMMWWMN/\VVV$WMMN/
404.0
‘\MPPZO 222.0 292.0 \

0 vtk e b s TR e —— —

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\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 .gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.815 28.19 ng/ul 2721820  Perylene-d12 24.139
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 .beta.-Sitosterol 414 C29H500 000083-46-5 91
4 .gamma.-Sitosterol 414 C29H500 000083-47-6 53
5 Campesterol 400 C28H480 000474-62-4 49
Abundance Scan 4187 (27.815 min): BP015710.D\data.ms (-4180) (- | m/z 43.10 100.00%
43.1
5000 1071 5130 A\AA\/\_A
329.3 4144 — ——
“ “ 27.50 28.00
U 4746 5490 n/7 s55.00  57.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 T ‘ ‘
414.0 27.50 28.00
m ‘ 2130 303.0 m/z 57.05 54.89%
O‘\\J‘T Jl « 1["“““““'“‘““L‘ \\\‘l\“\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
— —
27.50 28.00
5000 m/z 107.05 49,53%
107.0 414.0
‘ H ‘ 213.0
ol “JL“”““}‘\“‘”Uh‘;‘mJ‘”&“wM‘_JMH\H N )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol “ T
43.0 27.50 28.00
m/z 145.05  48.43%
5000
414.0
! \H b0 0
o_m.h e
m/z--> 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\BP062323\
Data File : BP@15710.D

Acqg On : 24 Jun 2023 15:43
Operator : MA/JU

Sample : 03085-13

Misc

ALS Vvial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@60723.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|
Benzophenone 16.093 3.5 ng/ul 247148 3 14.728 1410650 20.0
n-Hexadecanoic ... 18.345 10.7 ng/ul 964604 4 17.487 1807180 20.0
Octadecanoic acid 19.569 2.8 ng/ul 256012 5 21.580 1845710 20.0
Trichloroacetic... 21.251 9.7 ng/ul 897166 5 21.580 1845710 20.0
(E)-3-Methyl-5-... 21.757 7.4 ng/ul 680251 5 21.580 1845710 20.0
(DEL) Alkane: S... 22.210 6.9 ng/ul 637338 5 21.580 1845710 20.0
Octacosanal 22.969 4.5 ng/ul 430020 6 24.139 1930970 20.0
(DEL) Alkane: S... 23.286 15.6 ng/ul 1508990 6 24.139 1930970 20.0
1,19-Eicosadiene 24.333 11.3 ng/ul 1094030 6 24.139 1930970 20.0
(DEL) Alkane: S... 24.739 21.7 ng/ul 2094420 6 24.139 1930970 20.0
Oxirane, heptad... 26.198 14.9 ng/ul 1441300 6 24.139 1930970 20.0
.gamma.-Sitosterol 27.815 28.2 ng/ul 2721820 6 24.139 1930970 20.0
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