LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc :

ALS Vvial : 10 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-BP062623.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15776.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 3.387 31 34 42 rVB2 20736 30030 0.45% 0.058%
2 3.828 107 109 113 rVB4 8101 8266 0.12% 0.016%
3 3.934 123 127 137 rVB 29372 40237 0.60% 0.077%
4 4.052 142 147 153 rVB2 26725 44782 0.67% ©0.086%
5 4.152 160 164 170 rVB 65313 95740 1.43% 0.184%
6 4.546 228 231 236 rVB7 5208 8150 0.12% 0.016%
7 5.128 323 330 337 rBV 64164 107242 1.60% 0.206%
8 7.246 681 690 708 rBv2 113332 360607 5.37% 0.694%
9 7.387 708 714 730 rVV 272017 515159 7.67% 0.991%
10 7.593 743 749 763 rBV 243685 498754 7.43% 0.959%
11 8.064 821 829 844 rBV 554695 1124187 16.74% 2.162%
12 8.816 948 957 978 rBV2 53122 220416 3.28% 0.424%
13 9.258 1025 1032 1052 rBV 258965 636870  9.49%  1.225%
14  9.987 1149 1156 1176 rBV2 87381 313280 4.67% 0.603%
15 10.287 1203 1207 1214 rVB1e 6514 12500 0.19% 0.024%

16 10.587 1246 1258 1282 rBV2 91837 438962 6.54% 0.844%
17 10.893 1302 1310 1333 rBV 665827 1528554 22.77%  2.940%

18 11.793 1454 1463 1464 rBV9 3088 7099 0.11% 0.014%
19 12.293 1544 1548 1550 rBvV4 5015 6751 0.10% 0.013%
20 13.510 1750 1755 1761 rBV1e 9854 18539 0.28% 0.036%
21 13.593 1763 1769 1774 rVV2 21099 38691 0.58% 0.074%
22 13.687 1782 1785 1792 rVB9 6185 9782 0.15% 0.019%
23 14.122 1853 1859 1872 rBV 481844 896316 13.35% 1.724%
24 14.404 1898 1907 1922 rBV2 786122 1335046 19.88% 2.568%
25 14.581 1933 1937 1943 rBV9 9283 15881 0.24% 0.031%
26 14.710 1953 1959 1975 rBV 1109677 1733494 25.82% 3.334%
27 15.534 2097 2099 2104 rVB6 9649 12414 0.18% 0.024%
28 15.710 2123 2129 2144 rBV 798366 1457370 21.71%  2.803%
29 16.081 2186 2192 2202 rBV 211531 409949 6.11% 0.789%
30 16.257 2220 2222 2229 rVB8 12379 19626 0.29% 0.038%
31 16.398 2243 2246 2257 rVB10O 13517 31676 ©0.47% 0.061%
32 16.640 2281 2287 2293 rVB3 18072 32943 0.49% 0.063%
33 17.010 2347 2350 2361 rVB3 12600 27193 0.41% 0.052%

34 17.475 2423 2429 2442 rBV 1006947 1802065 26.84%  3.466%
35 17.581 2442 2447 2466 rVB2 658591 1281787 19.09%  2.466%

36 18.269 2561 2564 2568 rBv4 36648 49562 0.74% 0.095%

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:22:54 2023 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc :

ALS Vvial : 10 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-BP062623.MA.M
Title : SVOA CALIBRATION
37 18.322 2570 2573 2581 rVW 157178 255665 3.81% 0.492%
38 18.786 2645 2652 2673 rVB3 320630 1471199 21.91% 2.830%
39 19.475 2766 2769 2776 rVB 90143 135380 2.02% 0.260%
40 19.551 2779 2782 2787 rBvV3 82688 121020 1.80% 0.233%
41 19.798 2820 2824 2835 rVB 974986 1539089 22.92%  2.960%
42 20.275 2903 2905 2920 rVB3 148729 272382 4.06% 0.524%
43 21.228 3062 3067 3073 rBV4 269709 594520 8.85% 1.144%
44 21.563 3119 3124 3129 rBV 1046278 1818669 27.09%  3.498%
45 21.663 3134 3141 3168 rVB5 1319461 6385345 95.11% 12.282%
46 21.957 3184 3191 3194 rBV3 852333 2036522 30.33% 3.917%
47 22.027 3198 3203 3219 rVB2 1945068 6713981 100.00% 12.914%
48 22.933 3354 3357 3362 rVB2 274440 338406 5.04% 0.651%
49 23.245 3406 3410 3418 rVB 719976 1246008 18.56% 2.397%
50 23.933 3523 3527 3535 rVB 672099 1478964 22.03%  2.845%
51 24.104 3551 3556 3574 rVB 785682 1969355 29.33% 3.788%
52 24.292 3584 3588 3598 rVB 633531 1184907 17.65% 2.279%
53 24.574 3630 3636 3646 rVB2 1080198 2422685 36.08% 4.660%
54 24.686 3649 3655 3666 rVB 1000428 2220095 33.07% 4.270%
55 26.139 3896 3902 3913 rVB2 980504 2657159 39.58% 5.111%
56 26.657 3983 3990 3999 rBV 656767 1957437 29.15%  3.765%

Sum of corrected areas: 51988708
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Jun 2023 13:16
: MA/JU
. 03142-19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
BPO15776.D

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP015776.D\data.ms
2500000
2000000
1500000
1000000
10.893
8.064
500000
7.3§7593 9.258
7.24
(3367 3838852 4506 5128 2R 8816 || 908 R% 117
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP015776.D\data.ms
2500000
2000000
1500000
19.798
14.710 17.475
1000000 14.404
500000 14.122 20.275
16.081 e

12.293 1335837 6185308 6407.010

Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP015776.D\data.ms
22.027
2500000
2000000 21.663
21.563,; 2a%ke 26.139
23245 2393304 26.657
1500000 4.292
22.933
1000000 21008 Af\ﬂ
500000
0\ T T T ‘ T T T T ’ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
Time--> 21.00 2150 22.00 22.50 23.00 2350 2400 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\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 12
R.T. EstConc Area Relative to ISTD R.T.
16.081 4.73 ng/ul 409949  Acenaphthene-d10 14.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 78

Abundance Scan 2192 (16.081 min): BP015776.D\data.ms (-2186) (- m/z 105.00 100.00%

105.0
182.1
5000
—r

16.00
39.
olmbd by L 2819 36904289 5136/ 77.00  72.43%
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  52.35%

2?0‘1 |
‘\\\‘\‘\\‘\\‘\\\\[h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56924: Benzophenone
105.0
—

o

16.00
5000 ITI z 50.95 26.60%
182.0
27.0
O bbb e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone

105.0 1600

m/z 49.95 9.50%

182.0
5000
ol | |

‘\\\\‘\\J\\‘\\\\‘l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1&00

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:22:57 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 15
R.T. EstConc Area Relative to ISTD R.T.
18.322 2.84 ng/ul 255665  Phenanthrene-di10 17.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2573 (18.322 min): BP015776.D\data.ms (-2570) (- m/z 73.00 100.00%

73.0 '
5000
2132 — —
UH 0 610 18.00 18.50
o J%"{“uw,m\l\w?m‘ 357141674790 5490 n/z 43.00  86.63%
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 ]
18.00 18.50
“ 213.0 m/z 60.00 74.81%
O‘\\\\‘H \L"“\L“\\‘y\l!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
= e
256.0 18.00 18.50
5000 ITI/Z 41.00 72.03%
“ 57.0
o Ll L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid “ —
2
43.0 256.0 18.00 18.50
m/z 55.00 66.02%
5000
129.0
O‘HJH JMWMN}?ﬁb‘ - —r
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\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Stigmast-4-en-3-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.787 16.33 ng/ul 1471200  Phenanthrene-d10 17.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 96
2 Testosterone 288 C19H2802 000058-22-0 91
3 .gamma.-Sitostenone 412 C29H480 084924-96-9 87
4 Testosterone 288 C19H2802 000058-22-0 78
5 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 60

Abundance Scan 2652 (18.786 min): BP015776.D\data.ms (-2645) (- m/z 124.05 100.00%

124.1
43.0
5000
229.2
= —
1T Wi
AT RY TV TYRTY o b 8929 | AT6ASA2E 0 43,05 64.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #309452: Stigmast-4-en-3-one
124.0
43.0
5000 — —
229.0 412.0 18.50 19.00
M 289.0 ITI/Z 55.00 46.42%
O ‘ T \'L 1 ’ T ‘m N\‘J!‘ Inh“ ‘!h !‘m\‘h\‘ I \H‘\‘L \“‘\ J“\ ‘l I‘ \'\‘\ T ‘“\ T \‘\‘ UL ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184187: Testosterone
124.0
— —
18.50 19.00
5000 ITI/Z 229.20 35.10%
55.0 288.0
203.0 ‘
0’ M;MUMMW”‘HA‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #309453: .gamma.-Sitostenone e —
124.0 18.50 19.00
m/z 57.00 34.62%
5000 229.0
43.0 289.0 412.0
o M kbl oty ol bl “u || e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.275 3.00 ng/ul 272382  Chrysene-di2 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 93
2 Eicosane 282 C20H42 000112-95-8 90
3 Pentadecane 212 C15H32 000629-62-9 89
4 Tetracosane 338 C24H50 000646-31-1 87
5 Triacontane 422 C30H62 000638-68-6 76
Abundance Scan 2905 (20.275 min): BP015776.D\data.ms (-2903) (- m/z 57.00 100.00%
57.0
5000 fwm\\vwWWA\wwﬂMwaﬂ
2000 2050
17.0  216.1 282.0341.0 415.0 . :
o_m,“H‘\]d‘h“hm‘mmHWm‘m‘_m_m_“?‘l‘l“l‘_ m/z 43.00 63.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246492: Tricosane, 2-methyl-
43.0
5000 —r ——
20.00 20.50
m/z 71.05 60.37%
‘ ﬂso 183.0 29?0
O‘\\\’1‘!‘1!‘1“\11%“\f\\‘\\\\[\\\\‘W\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176385: Eicosane
57.0
—— —
20.00 20.50
5000 ITI/Z 85.05 46.46%
b LLLLE2T0 570 2820 MM
‘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
Abundance #90189: Pentadecane T ——
57.0 20.00 20.50
m/z 41.00 27.05%
5000 W
ol L]/ 2270 2120
R e A AASARasasEa s s —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (DEL) Alkane: Cyclic21.227 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.227 6.54 ng/ul 594520  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 93
2 1-Tricosene 322 C23H46 018835-32-0 93
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
4 Cyclooctacosane 392 (C28H56 000297-24-5 91
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3067 (21.228 min): BP015776.D\data.ms (-3062) (- m/z 57.00 100.00%

57.0
5000

207.0
1%51
Ly

‘ 281.0 21.00 21.50
|

0b ‘\‘\"HI‘H“H!“mwm‘um‘\\3439\\4‘]76”2\‘”594\2”‘\ m/z 55.00 96.23%

miz--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0

a1

5000 T ——
21.00 21.50
m/z 43.00 93.56%
Lo, 200
O\L ‘J\\!\\T\J‘\W‘\\\‘\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227234: 1-Tricosene
43.0
— —
21.00 21.50
5000 111.0 ITI/Z 69.00 84.15%
o LU gs20 220
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate T T
57.0 21.00 21.50
m/z 83.10 83.49%
5000
125.0
} ‘H 182.0 294.0
O+ ‘mwHwhmwum‘HumWm_m‘mwm_ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 D:A-Friedooleanan-3-ol, (3.... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.663 70.22 ng/ul 6385350  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D:A-Friedooleanan-3-o0l, (3.alpha.)- 428 C30@H520 005085-72-3 64
2 (E)-3-Methyl-5-((1R,4aR,8aR)-5,5... 298 C20H340 021738-29-4 41
3 3-Buten-2-o0l, 4-(2,2,6-trimethyl... 210 C13H2202 051138-08-0 35
4 3-Cyclopentylpropionic acid, but... 194 C12H1802 1000292-46-4 27
5 Silane, chlorodiisopropylisoprop... 208 C9H21C10Si 1000305-87-8 27

Abundance Scan 3141 (21.663 min): BP015776.D\data.ms (-3134) (- m/z 69.00 100.00%

69.0
5000 165.1

—r— —
\ Wi Yoe0s e
obr b ‘H\H“‘e"‘w bd ‘“‘ﬂm \31“?‘1‘_‘H_Mf“?‘???ﬁ“‘g m/z 95.85 95.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #317458: D:A-Friedooleanan-3-ol, (3.alpha.)-
69.0
5000 165.0 231.0 2150 22.00

428.0 m/z 57.00 87.89%

T \'I\ ‘\""\‘ T \H\ ‘( ‘HHH “I‘H"‘l‘\‘ h\ \hl\“\ T \3‘6\\8\9‘ \\‘\ \ ERERRERERREE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #187050: (E)-3-Methyl-5-((1R,4aR,8aR)-5,5,8a-trimethyl-
81.0

21.50 22.00
5000 m/z 55.00  81.48%

9.0 275.0
o.\li\)u\%p@l\
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #87416: 3-Buten-2-ol, 4-(2,2,6-trimethyl-7-oxabicyclo[4.1. P :
43.0 21.50 22.00
m/z 81.00 74.37%

5000 149.0 M
ST

L e I e
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

o

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:23:02 2023 Page: 9



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 28

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
BPO15776.D

Jun 2023 13:16

: MA/JU
. 03142-19

. 10

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 7 Sesquirosefuran Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.957  22.40 ng/ul 2036520  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 99
2 Friedelan-3-one 426 C30H500 000559-74-0 97
3 Friedelan-3-one 426 C30H500 000559-74-0 96
4 D:A-Friedooleanan-3-0l, (3.alpha.)- 428 C30H520 005085-72-3 86
5 Sesquirosefuran 218 C15H220 039007-93-7 83

Abundance Scan 3191 (21.957 min): BP015776.D\data.ms (-3184) (- m/z 69.00 100.00%
69.0
1B87.1 205.2
——
22.00
(- ,"‘ ‘ i H M ‘H M‘ ‘A* M le\\ bt 34‘1‘ AL 4891548 L 95 05 88.80%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316504: Friedelan-3-one
69.0
5000 205.0 ﬁﬂod
187.0 273.0 .
426.0
} ‘ } m/z 55.00 79.57%
341.0
0 T \l‘\ ‘\ "‘\ M‘\'\”‘ \ \ \J‘ll! YJ“\H!LJ\J‘W Jl\‘“m\l\}\\\ ‘}\ TT \ TTTT ‘ \‘l\\\ T ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316501: Friedelan-3-one
69.0
—
22.00
5000 m/z 81.00 75.86%
H17°2050273o 426.0
0 "1’ M‘ J‘ H ‘MM lﬂx‘u‘\‘ﬁh Jlm ‘M ‘\‘3‘%‘1 9‘ - ‘\“x” SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316502: Friedelan-3-one T
69.0 22.00
m/z 109.05 70.98%
5000
\ 205.0 273.0
oL AL MMM TRNECE G )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:23:03 2023 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

Z:\
. 28
: MA/
: 031

. 10

ry

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP062823\

BPO15776.D

Jun 2023 13:16
Ju
42-19

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 2,4a,8,8-Tetramethyldecahyd... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
22.028 73.83 ng/ul 6713980 Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 95
2 Friedelan-3-one 426 C30H500 000559-74-0 90
3 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 83
4 Sesquirosefuran 218 C15H220 039007-93-7 80
5 Friedelan-3-one 426 C30H500 000559-74-0 70

Abundance Scan 3203 (22.027 min): BP015776.D\data.ms (-3198) (- m/z 69.00 100.00%
69.0
o ML
1B7.1 205.2 — ‘
273.1
22.00
ok ‘ ,\ ‘ \ H N““‘ ”\ | *J M M Lo 13421 4133 4910549 /7 95.66  87.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316502: Friedelan-3-one
69.0
5000 — :
22.00
‘ 2050 273.0 m/z 55.00 80.40%
0 T \‘\‘\‘ ’l’\ T WH“\ i 1 f‘m \”\‘“‘\ \J“I‘\Il‘!l \““Jl l“\‘ \\\l\ ‘Jl\ TT \]- \()\ TT ‘ \‘ \\\ T ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316504: Friedelan-3-one
69.0
T
22.00
5000 ITI/Z 81.00 76.10%
187.0 205.0 273.0 426.0
341.0 }
oLLLL \“ ‘m J“*m}ﬁﬂ"\‘“v}\ ‘}‘ AN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82907: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]nag —— ‘
123.0 22.00
41.0 m/z 109.10  75.53%
0 ‘,’J L ‘L‘l‘uHH‘HH‘H"_‘WWWWWW a—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:23:04 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 9 Octadecanal Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.933 3.44 ng/ul 338406  Perylene-d12 24.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Nonacosanal 422 C29H580 072934-04-4 91
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 3357 (22.933 min): BP015776.D\data.ms (-3354) (- m/z 57.00 100.00%
57.0
- V/J
T 23.00
1930 2810 o551 4283 :
ob— ALl c‘%"“‘ﬂ{ b L SO0 DEUABO.1048 7 43,00 91.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecana
43.0
5000 T
23.00
109.0 m/z 82.00 84.53%
L, 2z
O‘\\T "\\\\‘\\\l\l“\l\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0
e
23.00
5000 m/z 96.00 71.57%
oA |P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158578: Oxirane, hexadecyl- —
82.0 23.00
m/z 55.00 70.61%
5000
0 lS-JJh “ (152.0210.0268.0
T "H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:23:05 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 2-Bromo dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.245 12.65 ng/ul 1246010  Perylene-di12 24.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Tricosane 324 (C23H48 000638-67-5 93
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3410 (23.245 min): BP015776.D\data.ms (-3406) (- m/z 57.00 100.00%

57.0
5000

s
o A L0 1972 2732 3579 424.0 4892547 /7 71 10 69.83%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0

5000 1
23.00 23.50
m/z 43.00 62.85%

169.0
\HMM”ka“”{w‘w‘%4%QH\H‘W‘H‘M‘H\H‘W‘H‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229644: Tricosane
57.0

T
23.00 23.50
5000 m/z 85.05 51.48%

324.0
127.0
S Ttk
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#246480: Tetracosane 7
57.0 23.00 23.50
m/z 55.00 24.14%

- W/]\/\J\L\/\

‘ J | 127:0 197.0 267.0 338.0
O bbb L B S e —r —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

o

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:23:06 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 1,19-Eicosadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24,292 12.03 ng/ul 1184910  Perylene-di12 24.104
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 Eicosanal- 296 C20H400 002400-66-0 93
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 3588 (24.292 min): BP015776.D\data.ms (-3584) (- m/z 57.00 100.00%
57.0

2

5000
l F4i 208.0 2820  390.4 24.00 24.50
o ALy S50 2820 8904 4899548,/ 43.00  84.79%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
5000 — —

24.00 24.50
m/z 82.00 80.28%

[ f|“ 1940 278.0

0‘\\\\‘\ \‘\\\\“\\1\‘!\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0
T —
24.00 24.50
5000 ITI/Z 55.00 66.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal 7 —
57.0 24.00 24.50
m/z 96.00 58.04%
- W/\w%
362.0
ol L ' |w 182.0 250.0
_“‘H‘wH‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:23:07 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.574  24.60 ng/ul 2422690  Perylene-d12 24.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 1-pyreneethanoate 274 C19H1402 073654-19-0 48
2 2-Cyano-3-(-3-nitrophenyl)-but-2... 260 C13H12N204 014442-35-4 44
3 1-Pyrenebutanoic acid 288 C20H1602 003443-45-6 25
4 9,19-Cyclolanost-24-en-3-0l, (3.... 426 C30H500 000469-38-5 15
5 Indanidine 215 C11H13N5 085392-79-6 15

Abundance Scan 3636 (24.574 min): BP015776.D\data.ms (-3630) (- m/z 69.05 100.00%
69.0 215.2

=

5000 45.1
T T
24.50
ol 4891548 4z 215.20  98.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166311: Methyl 1-pyreneethanoate
215.0
5000 274.0 ‘24.‘50‘ |
m/z 55.00 82.50%
290 107.0

‘H\\‘Hrw'r\H[H\lwf\'uw‘uu‘uH‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147760: 2-Cyano-3-(-3-nitrophenyl)-but-2-enoic acid, et
5.

=

215.0
T
24.50
5000 m/z 105.00 77 .73%
290 140.0
ou““ﬂ-hhm\MwW,
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184259: 1-Pyrenebutanoic acid 7 ‘
215.0 24.50
m/z 41.00 69.16%
5000
288.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:23:08 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.686  22.55 ng/ul 2220100  Perylene-d12 24.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
3 2-Methylpentacosane 366 C26H54 000629-87-8 93
4 2-Methyltetracosane 352 (C25H52 001560-78-7 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3655 (24.686 min): BP015776.D\data.ms (-3649) (- m/z 57.10 100.00%

57.1
5000

|7 197.2 2661 332.2300.1 46 9, 2450 25,00
obth ‘H_Mwww‘H"Mww“‘_lulwsﬁ‘_ m/z 71.10  69.74%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000 =T
24.50 25.00

m/z 43.05 63.71%

o LI P70 2100 3090566
\\‘\\\\‘\\\\‘\1\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158610: Octadecane, 2-methyl-

43.0

— —
24.50 25.00

5000 m/z 85.10 50.54%
| 11 ?-0 225.0
Otk e e
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane = T
57.0 24.50 25.00

m/z 55.00  23.43%

5000
323.0

u d J\\ 570 |

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

o

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:23:09 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Heptacosanal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
26.139  26.99 ng/ul 2657160  Perylene-d12 24.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptacosanal 394 C27H540 072934-03-3 97

2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Hexacosanal 380 C26H520 026627-85-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Tetracosanal 352 C24H480 057866-08-7 91

Abundance Scan 3902 (26.139 min): BP015776.D\data.ms (-3896) (- m/z 57.00 100.00%

57.0
5000
—— —
‘ ‘ FSI 999 1 418.4 26.00 26.50
o bbby, 2221 3331 1024771 849. 4,7 43.00  83.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298411: Heptacosanal
82.0
5000 — ——
26.00 26.50
376.0 m/z 82.05 80.29%
lpsze om0
O\\\!‘\\\“\‘\‘\\“\\‘\}\‘\\\\‘\\\\‘\\\\J‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #158579: Oxirane, hexadecyl-
82.0
— =
26.00 26.50
5000 ITI/Z 55.00 60.48%
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 96.00 57.33%
362.0
018202500 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:23:10 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.657 19.88 ng/ul 1957440  Perylene-di12 24.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 94
2 Hexacosane 366 C26H54 000630-01-3 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Docosane, 11-decyl- 451 C32H66 055401-55-3 93
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3990 (26.657 min): BP015776.D\data.ms (-3983) (- m/z 57.00 100.00%

57.0
5000

—
| 3160 2595 5 26.50 27.00
obd b Ll L 0772202 314.2 379.8 444.15030  m/z 71.e5  71.63%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #314339: Nonacosane, 2-methyl-
57.0

5000 1
26.50 27.00
m/z 43.00 60.82%

1F3-0 379.0
O | \J\L J‘\J‘\ ,‘J]‘-ﬁ?;}‘ol‘ \lz\g\l\g‘.l(\)l\z\g\?.\o\\\‘\\}\‘\1\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane

57.0

T
26.50 27.00
5000 m/z 85.10 50.37%

113.0
ol LI Cas002250 2050 3670
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance

#194597: Pentadecane, 8-hexyl- T
43.0 26.50 27.00

m/z 55.00  24.23%

5000
9.0 196.0

! , 252.0
0 _l«'ﬂkem‘m"lhH‘HH,HHWHWH_H‘,m‘_

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15776.D

Acqg On : 28 Jun 2023 13:16
Operator : MA/JU

Sample : 03142-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 16.081 4.7 ng/ul 409949 3 14.710 1733490 20.0
n-Hexadecanoic ... 18.322 2.8 ng/ul 255665 4 17.475 1802070 20.0
Stigmast-4-en-3... 18.787 16.3 ng/ul 1471200 4 17.475 1802070 20.0
(DEL) Alkane: S... 20.275 3.0 ng/ul 272382 5 21.563 1818670 20.0
(DEL) Alkane: C... 21.227 6.5 ng/ul 594520 5 21.563 1818670 20.0
D:A-Friedoolean... 21.663 70.2 ng/ul 6385350 5 21.563 1818670 20.0
Sesquirosefuran 21.957 22.4 ng/ul 2036520 5 21.563 1818670 20.0
2,4a,8,8-Tetram... 22.028 73.8 ng/ul 6713980 5 21.563 1818670 20.0
Octadecanal 22.933 3.4 ng/ul 338406 6 24.104 1969360 20.0
2-Bromo dodecane 23.245 12.7 ng/ul 1246010 6 24.104 1969360 20.0
1,19-Eicosadiene 24.292 12.0 ng/ul 1184910 6 24.104 1969360 20.0
unknown-01 24.574 24.6 ng/ul 2422690 6 24.104 1969360 20.0
(DEL) Alkane: S... 24.686 22.6 ng/ul 2220100 6 24.104 1969360 20.0
Heptacosanal 26.139 27.0 ng/ul 2657160 6 24.104 1969360 20.0
(DEL) Alkane: S... 26.657 19.9 ng/ul 1957440 6 24.104 1969360 20.0
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