LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc :

ALS Vvial : 17 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@17768.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 35 rBV 20995 28012 0.31% 0.059%
2 3.705 101 105 117 rBV 31377 65525 0.73% 0.138%
3 3.799 118 121 127 rVV3 15448 23055 0.26% 0.049%
4 3.875 129 134 145 rVB 40361 67873 0.75% 0.143%
5 4.217 189 192 196 rBV2 23788 30019 0.33% 0.063%
6 4.375 217 219 225 rVB6 9663 13394 0.15% 0.028%
7 4.575 249 253 257 rW7 8155 10632 0.12% 0.022%
8 4.634 260 263 268 rVB3 15539 20151 0.22% 0.043%
9 4,922 307 312 319 rBV 63882 94439 1.05% 0.199%
106 7.046 666 673 689 rBV 331324 637655 7.09%  1.345%
11 7.228 698 704 721 rVB 326274 509823 5.67% 1.076%
12 7.405 727 734 747 rBV 393162 653870 7.27% 1.380%
13 7.881 808 815 827 rBV 514840 804340 8.95% 1.697%
14 8.605 932 938 955 rBV 292752 529248 5.89% 1.117%
15 8.746 955 962 972 rVB 97146 171442 1.91% 0.362%
16 9.087 1013 1020 1032 rBV 356195 602435 6.70% 1.271%
17 9.805 1135 1142 1152 rBV 283758 498660 5.55% 1.052%
18 9.999 1169 1175 1176 rBV6 6202 11656 ©0.13% 0.025%
19 10.181 1201 1206 1211 rBV3 11699 19510 0.22% 0.041%
20 10.334 1226 1232 1253 rW 368761 731682 8.14% 1.544%
21 10.716 1289 1297 1308 rBV 649745 1109941 12.35% 2.342%
22 10.899 1319 1328 1340 rBV 144881 337921 3.76% 0.713%
23 12.310 1564 1568 1575 rVB5 8959 14603 0.16% 0.031%
24 13.416 1748 1756 1765 rVWW2 32370 56961 ©0.63% 0.120%
25 13.998 1848 1855 1866 rBV 774682 1081843 12.03%  2.283%
26 14.275 1896 1902 1911 rBV 898909 1304511 14.51% 2.752%
27 14.581 1947 1954 1967 rBV 1000001 1420831 15.80%  2.998%
28 14.840 1992 1998 2002 rBV 93801 190837 2.12% 0.403%
29 14.881 2002 2005 2019 rVB2 89362 191960 2.14% 0.405%
30 15.328 2077 2081 2091 rVB 62312 93205 1.04% 0.197%
31 15.587 2116 2125 2132 rBV 1148193 1623220 18.05% 3.425%
32 15.728 2144 2149 2161 rBV 227791 368471 4.10% 0.777%
33 16.422 2263 2267 2272 rBV6 15597 24219 0.27% 0.051%
34 16.498 2276 2280 2289 rVB6 12908 24849 0.28% 0.052%
35 16.722 2314 2318 2324 rBV5 19221 30302 0.34% 0.064%
36 17.222 2399 2403 2410 rBV2 51071 78008 0.87% 0.165%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc :

ALS Vvial : 17 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 17.286 2410 2414 2420 rVB2 42155 60837 0.68% 0.128%
38 17.369 2420 2428 2439 rBV 1207368 1633814 18.17% 3.447%
39 17.469 2439 2445 2456 rBV 1156117 1634225 18.18% 3.448%
40 17.863 2509 2512 2518 rVW8 10513 17314 0.19% 0.037%
41 17.928 2520 2523 2526 rVV5 15419 19745 0.22% 0.042%
42 17.963 2526 2529 2532 rVW4 12297 16482 0.18% 0.035%
43 17.998 2533 2535 2541 rVB5 12993 13935 0.15% 0.029%
44 18.110 2548 2554 2560 rBV5 38536 87577 ©.97% 0.185%
45 18.169 2560 2564 2569 rvV 95203 141556 1.57% 0.299%
46 18.228 2569 2574 2605 rVB 912955 1383268 15.39% 2.919%
47 18.510 2615 2622 2631 rBVv8 33390 80132 0.89% 0.169%
48 18.828 2671 2676 2680 rVB4 23963 41172 0.46% 0.087%
49 18.875 2680 2684 2691 rBv4 28301 39322 0.44% 0.083%
50 19.051 2710 2714 2717 rBV 19842 27957 0.31% 0.059%
51 19.216 2739 2742 2745 rBV5 9372 14713 0.16% 0.031%
52 19.269 2748 2751 2753 rBvV3 21233 28821 0.32% 0.061%
53 19.333 2758 2762 2763 rVV2 76442 94145 1.05% 0.199%
54 19.357 2763 2766 2768 rVV2 132297 190918 2.12% 0.403%
55 19.380 2768 2770 2781 rVV3 134836 294198 3.27% 0.621%
56 19.469 2781 2785 2806 rVB 722339 1166680 12.98% 2.462%
57 19.728 2824 2829 2838 rVB 1513493 1909376 21.24% 4.029%
58 20.198 2905 2909 2915 rBV 51156 73081 0.81% 0.154%
59 21.174 3072 3075 3085 rVB2 225245 403449 4.49% 0.851%
60 21.510 3128 3132 3140 rVB 1181689 1519794 16.90% 3.207%

61 22.116 3219 3235 3256 rVB6 1637966 8990653 100.00% 18.969%

62 22.610 3316 3319 3323 rVB2 98646 130423 1.45% 0.275%
63 22.751 3341 3343 3351 rVB 117091 157627 1.75% ©0.333%
64 22.892 3364 3367 3374 rVB 152644 221658 2.47%  ©0.468%
65 23.204 3414 3420 3428 rVB 1739120 2877459 32.01% 6.071%
66 23.298 3431 3436 3447 rVB2 271425 710659  7.90%  1.499%
67 23.892 3530 3537 3549 rVB2 847259 1874988 20.85%  3.956%
68 24.063 3560 3566 3575 rVB 729307 1509212 16.79%  3.184%
69 24.274 3598 3602 3610 rVB2 177041 339979 3.78% 0.717%
70 24.663 3661 3668 3678 rVB 891826 1980943 22.03% 4.180%

71 27.704 4177 4185 4203 rVB5 337370 1532586 17.05% 3.234%
72 28.780 4359 4368 4388 rVB6 670148 2702339 30.06% .702%

%]

Sum of corrected areas: 47396140
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Oct 2023 01:40
: MA/JU
: 04926-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
BPO17768.D

: 17  Sample Multiplier: 1

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

Quant Title

TIC Library
TIC Integra

: SVOA CALIBRATION

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

Abundance TIC: BP017768.D\data.ms
2000000
1500000
1000000
10.716
00000 7.881
5 405 10.334
7,085 8605 087 9.805
0.899
746
3252 3309954 Ao 37 9.99918
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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 9.50 10.00 1050 11.00 11.50
Abundance TIC: BP017768.D\data.ms
2000000
19.728
1500000
15.587 1439%0
14.581
1000000 18.228
500000
728
20.198
12.310 13.416 1661agg722 1172 # L2
e L e e e 5 e e e e e e e B . e e e sy
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP017768.D\data.ms
2000000 22.116 23.204
1500000 21.510
23.892 24.663
4.063 28.780
1000000
27.704
23.298
500000 21174 20224053 e /\M\/\A,w”\/*J
/\z—u W A
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 21.50 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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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

. 24

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP102323\

BPO17768.D

Oct 2023 ©01:40

: MA/JU

. 04

17

TIC Library

926-10

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 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 1 unknown-01 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
4.922 2.35 ng/ul 94439  1,4-Dichlorobenzene-d4 7.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 36
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 36
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 33
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 28
5 2-Ethylhexanal ethylene glycol a... 172 C10H2002 1000431-01-2 28
Abundance Scan 312 (4.922 min): BP017768.D\data.ms (-307) (-) m/z 73.05 100.00%
3.0
5000 A\
T
4.60 4.80 5.00 5.20
0brdid, 1350 2082 28113412 4304 5362 ./, 4319 35.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L B B IR B IR
4.60 4.80 5.00 5.20
“ ‘ m/z 45.05 11.02%
0\\l‘\l\H‘H\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
R
4.60 4.80 5.00 5.20
5000 m/z 41.00 10.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- R RRREEE
73.0 4.60 4.80 5.00 5.20
m/z 71.05 8.89%
5000
O‘AMM\MWH‘&?%%‘H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H‘
m/z--> 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@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17

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 2 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.228 16.93 ng/ul 1383270  Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 2574 (18.228 min): BP017768.D\data.ms (-2569) (- m/z 73.05 100.00%

73.0
5000
213.3 — —
VHI 3 | \ 18.00 18.50
o_u“‘h‘”g‘}w DLl 28L1 3852 4568 5323 ./, 43.1p  84.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 et —
129.0 18.00 18.50
“ m/z 60.10 81.12%
O ‘ TT \‘““ T‘II’“ M\\lh\ f\“\%?\ﬂ‘} \b\ \ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

Abundance #143509: n-Hexadecanoic acid
43.0
T —
18.00 18.50
5000 256.0 m/Z 41.10 74 .86%
129.0
o_“fH‘ “H\\Mm’r?xb
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T ==
60.0 18.00 18.50

m/z 55.10  69.42%

5000 129.0
“’ 213.0
0 | ‘H‘\M‘H \ == —r=

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

SFAM-EPA-BP101823.MA.M Wed Oct 25 12:36:17 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17 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 O0Oleic Acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.357 2.34 ng/ul 190918  Phenanthrene-di10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 91
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 86
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 83
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 83

5 Carbonic acid, dodecyl 2,2,2-tri... 360 C15H27C1303 1000314-55-8 80

Abundance Scan 2766 (19.357 min): BP017768.D\data.ms (-2763) (- m/z 55.10 100.00%
55.1
5000
212.2
= —
“ F } - 19.00 19.50
o_m\uh‘"” khiy Motidly o JB2 13411 4166 48935481 ;69 19  77.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176208: Oleic Acid
55.0
5000 = —
19.00 19.50
' ‘ 264.0 m/z 83.10 75.25%
O‘ l[l\fh\“'\h\ﬂ“\‘ll\\l‘h\\J\l\l“\“\‘\‘\L\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176223: 9-Octadecenoic acid, (E)-
55.0
7= —
19.00 19.50
5000 m/z 41.10 74.49%
264.0
oMHmM?.ﬂi T
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid = —
55.0 19.00 19.50
m/z 97.10 50.56%
- l J\[L
264.0
O\M*'ﬁ""ﬂu"\ = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17 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 4 9-Undecenoic acid, 2,6,10-t... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.381 3.60 ng/ul 294198  Phenanthrene-di10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Undecenoic acid, 2,6,10-trimet... 226 C14H2602 1000131-86-2 60
2 11-Dodecen-1-o0l1, 2,4,6-trimethyl... 226 C15H300 027829-54-5 49
3 cis-9-Octadecenoic acid, propyl ... 324 C21H4002 1000405-15-0 49
4 2-Isopropenyl-5-methylhex-4-enal 152 C10H160 075697-98-2 46
5 Citral 152 C10H160 005392-40-5 46

Abundance Scan 2770 (19.380 min): BP017768.D\data.ms (-2768) (- m/z 69.10 100.00%
69.1

5000

=

— -
1512 2352, 0355.2 | R 1950
N 206.87°0-2414.5476.4 549 /5 55,10 73.01%

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

Abundance #106942: 9-Undecenoic acid, 2,6,10-trimethyl-
69.0

=

5000

= ‘ ‘
296.0 19.00 19.50
\' m/z 41.05 47.72%

LLEE?

Jl”lHl "
L L B L B R I B I O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #107171: 11-Dodecen-1-ol, 2,4,6-trimethyl-, (R,R,R)-
55.0

o

=

= ‘ ‘
19.00 19.50
5000 m/z 83.10 30.38%

o

ano
[LiLLL “ L ’d 193.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229561.: cis-9-Octadecenoic acid, propyl ester = ; ;
55.0 19.00 19.50
m/z 97.10 28.60%

=

5000
265.0

T&O
0 h.'MMM 181.0 324.0

e \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17 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 5 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.469 15.35 ng/ul 1166680  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2785 (19.469 min): BP017768.D\data.ms (-2781) (- m/z 73.10 100.00%
3.1
5000 *—L
—
‘ ” “ \ 4.4 19.50
ol AL J‘lm\m — “3““3&4‘1‘5?‘47‘3‘5‘53‘3‘3 m/z 43.05 98.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 R
185.0 19.50
" m/z 60.10 83.63%
()l "’IJ‘HIWY\lL!\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
==
19.50
5000 129.0 m/z 57.10 73.77%
284.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid T
73.0 19.50
m/z 41.05 73.68%
5000
‘ ‘ 185.0 284.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17 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 n-Heptadecanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.174 5.31 ng/ul 403449  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 87
2 1-Hexadecanol 242 C16H340 036653-82-4 83
3 Cyclopentane, decyl- 210 C15H30 001795-21-7 80
4 1-Octadecanol 270 C18H380 000112-92-5 80
5 1-Heneicosanol 312 C21H440 015594-90-8 80

Abundance Scan 3075 (21.174 min): BP017768.D\data.ms (-3072) (- m/z 83.10 100.00%

83.1
5000

s=
2071 21.00 21.50
281.1 A

1] ]Hﬂ | 1.1341.3  429.3491.4549. m/z 69.10  96.29%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143654: n-Heptadecanol-1
55.0

o

5000 — ——
21.00 21.50
H 5.0 m/z 55.10  92.58%
O‘\\‘“‘\‘J\\‘\\“\‘\‘\\‘I\‘"\‘\\z\]’-}o\'?\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126369: 1-Hexadecano
53.0
— —
21.00 21.50
5000 m/z 97.15 89.31%
5.0
o LIPS sse0
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87657: Cyclopentane, decyl- e T
69.0 21.00 21.50

m/z 43.10 58.63%

Ul gzen 22 JLU\

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

SFAM-EPA-BP101823.MA.M Wed Oct 25 12:36:22 2023 Page: 9



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 24

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
BPO17768.D

Oct 2023 ©01:40

: MA/JU
: 04926-10

17

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 7 Sesquirosefuran Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
22.116 118.31 ng/ul 8990650  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 98
2 Friedelan-3-one 426 C30H500 000559-74-0 95
3 Sesquirosefuran 218 C15H220 039007-93-7 72

4 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18

1000144-09-7 42
000473-55-2 41

Abundance Scan 3235 (22.116 min): BP017768.D\data.ms (-3219) (- m/z 69.10 100.00%
69.1
=T =
il MHM 55.10 7560
ol l ”H_Hi““ ik MMLJ“““\H“M?é‘lﬁ M184773 549 /7 95.18  79.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316502: Friedelan-3-one
69.0
5000 =~ ==
22.00 22.50
‘ 2050 273.0 m/z 55.10 71.75%
0 \\‘\‘\"l’\ IWH‘1!mm‘“\\dh[‘\“!l“l‘lﬂ \}l\t\ ‘Jl\\\\1\()\\\‘\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316504: Friedelan-3-one
69.0
= —
22.00 22.50
5000 ITI/Z 81.10 67.26%
187.0 205.0 273.0 426.0
341.0 }
0 Hiuﬁ LMNm Mﬂu“%hm\t}\ -
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96741: Sesquirosefuran T T
69.0 22.00 22.50
m/z 109.20 65.87%
5000
1.0
2180
OWM IR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

SFAM-EPA-BP101823.MA.M Wed Oct 25 12:36:23 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17

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 Supraene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
22.751 2.07 ng/ul 157627  Chrysene-di12 21.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 74
2 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 64
3 Farnesol isomer a 222 C15H260 1000108-92-4 64
4 Cyclopropanecarboxylic acid, 4-i... 204 C13H1602 1000331-01-9 59
5 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C16H26 062235-06-7 59

Abundance Scan 3343 (22.751 min): BP017768.D\data.ms (-3341) (- m/z 69.10 100.00%

69.1
5000

T
137.2 22.50 23.00

207.2 |
ohadib iy 2072 2831 357.3 430.34894548. /. g1 10 45.47%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0

5000

o

T
22.50 23.00
m/z 41.10 25.15%

137.0
0 i1l 203.0 273.0 341.0 410.0
‘\\\f‘\\\‘\\\\‘f\\f‘\WT\‘\\\\‘\\1\‘\\\\‘f\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6719: 4-Methyl-1,5-Heptadiene
69.0

T
22.50 23.00
5000 m/z 68.10 13.65%

Ih \J il l

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

#101957: Farnesol isomer a T
69.0 22.50 23.00

m/z 95.10 12.76%

- “ﬂvawWWMJMMAWMWNm}k

ol Lll18%60%0a0
[ [ [ [ [ [ [ [ [ [ [ [

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

o

SFAM-EPA-BP101823.MA.M Wed Oct 25 12:36:24 2023 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
BPO17768.D

24 Oct 2023 01:40
: MA/JU
: 04926-10

: 17  Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Heptadecanal Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
22.892 2.94 ng/ul 221658 Perylene-di2 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecanal 254 C17H340 1000376-70-0 93

2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 Hexacosanal 380 C26H520 026627-85-0 90
5 Octadecanal 268 C18H360 000638-66-4 90

Abundance Scan 3367 (22.892 min): BP017768.D\data.ms (-3364) (- m/z 57.10 100.00%
57.1

5000

-

[T T

22.50 23.00

265.1

ow‘,w A M\ Loo2n 3593 43034893549 43.10  96.16%

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

L 3.1 207.1
h

Abundance #141014: Heptadecanal
43.0
5000 — —
22.50 23.00
109.0 m/z 82.10 75.60%
| I 4 h"lll 2080
O‘\\\’l \‘1!\1[\\1\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158578: Oxirane, hexadecyl-
82.0
— ——
22.50 23.00
5000 m/z 55.10 64 .04%
olsdy } “ 152.0210.0268.0
AR ‘“H‘“w‘u‘_‘H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecanal e .
43.0 22.50 23.00
m/z 96.10 56.41%
= me
109.0
L 220
O‘H‘,“‘_‘wpm@w‘u‘_‘u‘u‘w‘u‘w‘H‘H‘W‘H‘M — —
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 12:36:26 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17 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 2
R.T. EstConc Area Relative to ISTD R.T.
23.204  38.13 ng/ul 2877460  Perylene-d12 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 3420 (23.204 min): BP017768.D\data.ms (-3414) (- m/z 57.10 100.00%

57.1
5000

|| 1272 1975 23.00 23.50
_“\“‘_‘H 25,2664 3375 415247535353 n/z 71.10  75.29%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
‘ ‘ —

5000 | ‘
23.00 2350
m/z 43.10  67.30%

I

‘ |LFFA 197.0 296.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #339055:; Hexatriacontane
57.0

I
2300 2350

o

o

5000 m/z 85.15 54.37%
N || 177-0 197.0 281.0 351.0 421.0 506.0
P b S S e S e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- —
43.0 2300 2350

m/z 41.10 24.83%

5000
AT 1880 2950

Ot e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2300 2350

SFAM-EPA-BP101823.MA.M Wed Oct 25 12:36:28 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17 Sample Multiplier: 1

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

Quant Title : SVOA

TIC Library

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 11 1-Heptacosanol

Concentration Rank 8

002004-39-9 94
018835-35-3 93
016980-85-1 93
015594-90-8 93

R.T. EstConc Area Relative to ISTD

23.298 9.42 ng/ul 710659  Perylene-d12

Hit# of 5 Tentative ID MW MolForm

1 1-Heptacosanol 396 C27H560

2 Nonacos-1-ene 406 C29H58

3 Pentacos-1-ene 350 C25H50

4 1-Heneicosanol 312 C21H440

5 Heptacos-1-ene 378 C27H54

015306-27-1 93

Abundance Scan 3436 (23.298 min): BP017768.D\data.ms (-3431) (- m/z 57.10 100.00%
57.1

5000 AA
1p50 2072 —— —
‘ 2651 ’ 23.00 23.50
b b b e 2205, 369,2429.3489.3547.0 /7 83,10 95.30%
miz—-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
5000 R —
23.00 23.50
1p>.0 m/z 43.10 94.01%
ol J\ | 182.0 250.0308.0 378.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #306022: Nonacos-1-ene
57.0
=T —
23.00 23.50
5000 ITI/Z 55.10 93.20%
125.0
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T ==
55.0 23.00 23.50
m/z 69.10 88.76%
5000
125.0
350.0
ow“ i ‘\‘”195'0264'0, = =
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 12:36:28 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17 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 12 Oxirane, heptadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.274 4.51 ng/ul 339979  Perylene-d12 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
2 1,19-Eicosadiene 278 C20H38 014811-95-1 93
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
4 Hexacosanal 380 C26H520 026627-85-0 87
5 Octacosanal 408 C28H560 022725-64-0 87
Abundance Scan 3602 (24.274 min): BP017768.D\data.ms (-3598) (| m/z 57.10 100.00%
57.1
5000 J\/
207.2 J\ T T
”23-2 \ pg21 24.00 24.50
bbby gL 2821 3853 4613 5373 ., 4319  83.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0
5000 —— —
24.00 24.50
m/z 82.10 75.94%
l 2.0 264.0
O‘\\‘\J “‘\J\‘\“\LJF\“\“l\‘\‘\\l"\\h\‘\i\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
— —
24.00 24.50
5000 m/z 83.10 59.92%
3.0
0J11|l...ﬁ|.191-0278-0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158580: Oxirane, hexadecyl- = T
82.0 24.00 24.50
m/z 55.10 53.52%
h AN\/LVJ\I
o5 H“xlﬁ?fﬂ%,l&:"%g-o S/ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

SFAM-EPA-BP101823.MA.M Wed Oct 25 12:36:30 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.663  26.25 ng/ul 1980940  Perylene-di12 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3668 (24.663 min): BP017768.D\data.ms (-3661) (- m/z 57.10 100.00%
7.1

5
5000

|| per2 24.50 25.00

Ol kb UEEEY, 2978 265.1  3552417.2477.45383 1/, 71,10 75.96%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000 1
24.50 25.00
m/z 43.10 69.52%

7.0
338.0
‘\\\\"\j\‘\li\liiiﬁ‘l\%l‘l\‘\lfdg\z.\lo\‘\‘\2‘6\7\.\0\‘1\\‘1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0

T
24.50 25.00

o

5000 m/z 85.10 53.38%
ol [f£7.0 197.0 281.0  394.0
R R R e R ARRARRRRRRRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane —— =
57.0 24.50 25.00

m/z 55.10  24.84%

5000 JLJ\/L
L JF 210 1970 296.0

O L L B T — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

SFAM-EPA-BP101823.MA.M Wed Oct 25 12:36:31 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17 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 .gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
27.704  20.31 ng/ul 1532590  Perylene-di12 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 93
2 .beta.-Sitosterol 414 C29H500 000083-46-5 93
3 .beta.-Sitosterol 414 C29H500 000083-46-5 91
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 428 C30H520 020194-50-7 53
5 .gamma.-Sitosterol 414 C29H500 000083-47-6 52

Abundance Scan 4185 (27.704 min): BP017768.D\data.ms (-4177) (| | m/z 43.10 100.00%

43.1
5000 105.1

ol ML, i e T

414.6 _ 27.50 28.00
A 490.3548. /7 57.18  55.19%

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 55.10  54.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0

T
27.50 28.00

5000 m/z 105.10 46.92%
107.0 414.0
‘ ‘ ‘ 213 0 3030
0 \\‘H\““”‘\ ““N‘m“h\ \U‘ ‘\M‘\h‘\ ““\H m‘\‘ " ‘ﬂ\‘ o J} T | ‘U‘\ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol T T
43.0 27.50 28.00

m/z 145.20  45.74%

Al e J\u

o‘m_m“ . ——
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 27.50 28.00

SFAM-EPA-BP101823.MA.M Wed Oct 25 12:36:32 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP@17768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS vial : 17 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 Lup-20(29)-en-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
28.780  35.81 ng/ul 2702340  Perylene-d12 24.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
2 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 90
3 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 62
4 6,10-Dimethyl-3-(1-methylethylid... 206 C15H26 069239-71-0 53
5 1,1,4a,6-Tetramethyl-5-(phenylth... 314 C21H30S 155191-62-1 53

Abundance Scan 4368 (28.780 min): BP017768.D\data.ms (-4359) (- m/z 81.10 100.00%

81.1 205.3
313.4 R R
‘ | 424.6 28.4028.6028.8029.00
oLk 5363 m/z 109.10  99.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #315403: Lup-20(29)-en-3-one
109.0 205.0
5000 41 R R RN R
28.4028.6028.8029.00
313.0 424.0 m/z 205.30  98.77%
O‘\\H"l\\\lHl “ H.\“"\J}Jl\\‘ #I\l\l l‘\l‘\}“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #315404 Lup-20(29)-en-3-one
109. 05.0
SO T
m/z 67.10 97.93%

313.0 424.0

28.4028.6028.8029.00
5000
| \ H‘

.Mmfh,...\ .

H

%

O‘H‘w‘u‘ ‘H“‘w A
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #315405: Lup-20(29)-en-3-one AR RN RERREREEE

205.0 28.4028.6028.8029.00
109.0 m/z 95.10  95.70%
424.0
5000
“ 313.0
0 H.J \\H“ \m\\n.mL ik ‘x

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.4028.6028.8029.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102323\
Data File : BP017768.D

Acqg On : 24 Oct 2023 01:40
Operator : MA/JU

Sample : 04926-10

Misc

ALS Vvial : 17 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 2.4 ng/ul 94439 1 7.881 804340 20.0
n-Hexadecanoic ... 18.228 16.9 ng/ul 1383270 4 17.369 1633810 20.0
Oleic Acid 19.357 2.3 ng/ul 190918 4 17.369 1633810 20.90
9-Undecenoic ac... 19.381 3.6 ng/ul 294198 4 17.369 1633810 20.0
Octadecanoic acid 19.469 15.4 ng/ul 1166680 5 21.510 1519790 20.0
n-Heptadecanol-1 21.174 5.3 ng/ul 403449 5 21.510 1519790 20.0
Sesquirosefuran 22.116 118.3 ng/ul 8990650 5 21.510 1519790 20.0
Supraene 22.751 2.1 ng/ul 157627 5 21.510 1519790 20.0
Heptadecanal 22.892 2.9 ng/ul 221658 6 24.063 1509210 20.0
(DEL) Alkane: S... 23.204 38.1 ng/ul 2877460 6 24.063 1509210 20.0
1-Heptacosanol 23.298 9.4 ng/ul 710659 6 24.063 1509210 20.0
Oxirane, heptad... 24.274 4.5 ng/ul 339979 6 24.063 1509210 20.0
(DEL) Alkane: S... 24.663 26.3 ng/ul 1980940 6 24.063 1509210 20.0
.gamma.-Sitosterol 27.704 20.3 ng/ul 1532590 6 24.063 1509210 20.0
Lup-20(29)-en-3... 28.780 35.8 ng/ul 2702340 6 24.063 1509210 20.0
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