LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc :

ALS Vvial : 49 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-BP©51022.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10325.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.346 41 44 50 rBv2 19941 28752 0.69% 0.056%
2 3.775 115 117 129 rBV 76610 159989 3.85% 0.314%
3 4.093 167 171 177 rVB2 9399 14843 0.36% 0.029%
4 5.011 321 327 335 rBV2 29722 56953 1.37% 0.112%
5 6.428 565 568 573 rBV7 3620 7023 0.17% 0.014%
6 6.593 589 596 603 rVB3 14650 27212 0.65% 0.053%
7 6.899 642 648 654 rBvV1o 7847 13618 ©0.33% 0.027%
8 7.069 669 677 692 rBV 445614 777335 18.69% 1.526%
9 7.234 697 705 717 rVWV 358895 619707 14.90% 1.216%
10 7.346 717 724 730 rVV3 51317 95922 2.31% 0.188%
11 7.434 732 739 753 rW 469772 784876 18.87% 1.540%
12 7.534 753 756 763 rVB6 6446 10208 0.25% 0.020%
13 7.805 798 802 810 rVB2 26060 43719 1.05% ©0.086%
14 7.9065 812 819 827 rVW 508603 845127 20.32% 1.659%
15 7.975 827 831 838 rVB8 8759 16607 0.40% 0.033%
16 8.128 855 857 863 rBV7 3869 6428 0.15% 0.013%
17 8.187 863 867 874 rVB7 4516 8782 0.21% 0.017%
18 8.611 928 939 952 rBV 591599 1013813 24.37% 1.990%
19 8.734 955 960 965 rVB5 7001 14318 0.34% 0.028%
20  9.063 1008 1016 1026 rBV 470594 823983 19.81% 1.617%
21  9.234 1040 1045 1051 rVB9 4616 8630 0.21% 0.017%
22 9.505 1087 1091 1096 rBV5 6122 10475 0.25% 0.021%
23 9.787 1130 1139 1155 rBV 387819 687955 16.54%  1.350%
24 10.010 1171 1177 1183 rBV 3331 5751 ©.14% 0.011%
25 10.116 1191 1195 1201 rVB6 11841 21097 0.51% 0.041%
26 10.328 1223 1231 1249 rBV 555627 1000143 24.04% 1.963%
27 10.481 1253 1257 1265 rVB4 10138 21665 ©.52% 0.043%
28 10.705 1287 1295 1303 rBV 766840 1290758 31.03% 2.533%
29 10.840 1311 1318 1342 rBV 485192 975197 23.44% 1.914%
30 12.140 1535 1539 1544 rVB6 5945 8131 0.20% 0.016%
31 12.299 1560 1566 1574 rVB4 9479 20118 0.48% 0.039%
32 12.946 1673 1676 1683 rVBS 2756 4855 0.12% 0.010%
33 13.087 1694 1700 1703 rVB7 3030 5462 0.13% 0.011%
34 13.369 1742 1748 1753 rVB3 10334 15874 0.38% 0.031%
35 13.722 1804 1808 1811 rBV6 2283 4176 0.10% 0.008%
36 13.757 1811 1814 1821 rVBS8 4511 7290 0.18% 0.014%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc :

ALS Vvial : 49 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-BP©51022.M
Title : SVOA CALIBRATION
37 13.863 1827 1832 1838 rBV9 2730 5536 ©0.13% 0.011%
38 13.940 1838 1845 1858 rBV 1161798 1738631 41.80% 3.412%
39 14.228 1886 1894 1908 rBV 1251026 1891910 45.48% 3.713%
40 14.440 1928 1930 1935 rVB6 4496 5105 0.12% 0.010%
41 14.534 1939 1946 1957 rBV 1296191 1870039 44.96% 3.670%
42 14.634 1960 1963 1967 rVB5 6620 8163 0.20% 0.016%
43 14.728 1971 1979 1997 rBV 359456 765656 18.41% 1.503%
44 14.957 2013 2018 2023 rVB7 11508 18955 0.46% 0.037%
45 15.345 2079 2084 2090 rBvV7 5516 12454 0.30% 0.024%
46 15.528 2106 2115 2129 rBV 1747941 2516282 60.49% 4.939%
47 15.645 2129 2135 2151 rVV 526565 745798 17.93%  1.464%
48 15.763 2151 2155 2161 rVB 19368 30585 0.74% 0.060%
49 16.310 2246 2248 2253 rVB6 6885 8940 0.21% 0.018%
50 16.692 2309 2313 2316 rBV6 5548 7718 0.19% 0.015%
51 16.957 2354 2358 2359 rBV4 5300 6227 0.15% 0.012%
52 17.051 2370 2374 2376 rBv4 4134 5959 0.14% 0.012%
53 17.287 2406 2414 2424 rBV 1607488 2317857 55.72% 4.549%
54 17.387 2424 2431 2443 rVV2 1857789 2904561 69.83% 5.701%
55 17.481 2443 2447 2459 rVB2 20026 46280 1.11% ©0.091%
56 17.663 2474 2478 2487 rBV10 6331 12378 0.30% 0.024%
57 17.957 2524 2528 2534 rVB2 23728 32312 0.78% 0.063%
58 18.057 2540 2545 2550 rBV5 23552 40890 0.98% 0.080%
59 18.169 2560 2564 2574 rBV 164706 278275 6.69% 0.546%
60 18.463 2611 2614 2616 rBv4 6472 7806 0.19% 0.015%
61 19.063 2714 2716 2721 rVB4 11243 15912 0.38% 0.031%
62 19.192 2734 2738 2745 rVB2 31592 48964 1.18% 0.096%
63 19.263 2746 2750 2753 rBvV2 31473 45090 1.08% ©0.088%
64 19.404 2770 2774 2780 rBV4 40394 69320 1.67% 0.136%
65 19.616 2804 2810 2816 rBV 2771941 3684471 88.57% 7.231%
66 20.139 2897 2899 2904 rVB2 50907 51257 1.23% 0.101%
67 20.622 2979 2981 2985 rVB 56831 54169 1.30% 0.106%
68 20.704 2991 2995 2998 rBv4 58923 72904 1.75% 0.143%
69 20.857 3006 3021 3030 rBV3 1127414 4159727 100.00% 8.164%
70 21.022 3047 3049 3054 rVB3 85646 109323 2.63% 0.215%
71 21.075 3054 3058 3067 rBV 666578 957528 23.02% 1.879%
72 21.245 3077 3087 3100 rVB2 1049385 3551209 85.37% 6.970%
73 21.369 3102 3108 3122 rVB 1785562 2489101 59.84% 4.885%
74 21.516 3131 3133 3137 rBV2 70002 80056 1.92% ©.157%
75 21.980 3208 3212 3225 rBV2 403283 745888 17.93% 1.464%

76 23.051 3389 3394 3399 rBV 550464 831861 20.00% 1.633%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc

ALS Vvial : 49 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-BP©51022.M
Title : SVOA CALIBRATION

77 23.639 3487 3494 3500 rBV2 1819934 3522846 84.69% 6.914%
78 23.792 3513 3520 3534 rVB2 1287656 2812771 67.62% 5.521%
79 24.427 3623 3628 3636 rVB 233152 488245 11.74%  0.958%
80 24.521 3639 3644 3653 rVV3 158062 380533 9.15% ©.747%

81 28.727 4351 4359 4382 rVB6 485461 2044556 49.15% 4.013%

Sum of corrected areas: 50950840
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 May 2022 15:45
: CG/JU
: N2714-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051122\
BP010325.D

: 49  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051022.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP010325.D\data.ms

10.705

10.328

7.905 840
7'0'? 334434 % 063 9.787

3.346 3{7%.003 5.011 6.4&59%.89M§A§31 734 239 505 j\gaom

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

350 400 450 500 550 600 650 700 750 @8 OO 8.5 9. 00 9. 50 10.00 10. 50 11.00 11.50

TIC: BP010325.D\data.ms
19.616

17.387
17.287

15.528

.534
13.9261'22184

15.645
4.728

18.169 20.139
1212299  12194683.36AAAR63 | 14.4 m&@ns 34% 763 16.31016.698 PHFL 11 4856IL8HH718.463 191966580

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

0

12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BP010325.D\data.ms

23.639
21.369

3.792

N

20.85721.245

Time-->

SFAM-EPA-BP@5

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051022.M
: SVOA CALIBRATION

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

Concentration Rank 10

Peak Number 1 1,3,6-Octatriene, 3,7-dimet...

R.T. EstConc Area Relative to ISTD R.T.
7.346 2.27 ng/ul 95922  1,4-Dichlorobenzene-d4 7.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual

11,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16 003338-55-4 87

2 .beta.-Pinene 136 C1oH16 000127-91-3 87

3 1,3,7-Octatriene, 3,7-dimethyl- 136 C1oH16 000502-99-8 87

4 Cyclopropane, 1,1-dimethyl-2-(3-... 136 C1@H1l6 068998-21-0 86

5 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 86

Abundance Scan 724 (7.346 min): BP010325.D\data.ms (-717) (-) m/z 93.00 100.00%
93.0

5000

ﬁB.

e A Eamm———A
| m 150.8208.9 | 7.00 7.20 7.40 7.60
Ll [150.8208.9 281.0346.2 418.4 490.6548. /2 41 09  51.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18139: 1,3,6-Octatriene, 3,7-dimethyl-, (2)-
93.0
5000 L L N LA BN R I
7.00 7.20 7.40 7.60
27.ﬁ0 u m/z 78.95  38.14%
‘\\“\\“m\“\!“‘\J\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18019: .beta.-Pinene
93.0
e ARARAastaars:
7.00 7.20 7.40 7.60
5000 m/z 91.00 35.14%

‘1 1 N

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

-

Abundance #18099: 1,3,7-Octatriene, 3,7-dimethyl- e
93.0 7.00 7.20 7.40 7.60
m/z 68.95 30.31%
) MM
\Mw“‘J\“‘ A s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45

Operator : CG/JU

Sample : N2714-07

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051022.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 9

R.T. EstConc Area Relative to ISTD R.T.
18.169 2.40 ng/ul 278275  Phenanthrene-die 17.287
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 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2564 (18.169 min): BP010325.D\data.ms (-2560) (-
73.0

m/z 73.00 100.00%

%

5000
2132
L 810 18.00 18.50
_H“‘ L m,w\w?‘““3"?“1‘9”4‘1‘49424‘5‘ 5450 m/z 59.95 92.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 1290 T T T T T T
18.00 18.50
m/z 43.05 89.86%

11TV T

[T H‘Hm]wr\wuu‘HH‘HH‘\H\‘HH‘HH‘HH‘\

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
5000 256.0 m/Z 57.05 78.42%
129.0
LM |1, 1940,

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

=

Abundance #143508: n-Hexadecanoic acid
3
43.0 256.0 18.00 18.50
m/z 55.05 72.76%
5000
129.0
i1l o) e
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\BP051122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51022.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 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.857 33.42 ng/ul 4159730  Chrysene-di12 21.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 90
2 Avocadenofuran 248 C17H280 025346-24-1 87
3 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 78
4 Corymbolone 236 C15H2402 097094-19-4 64
5 2,2,4a,6a,8a,9,12b,14a-0ctamethy... 410 C30H50 053013-35-7 56

Abundance Scan 3021 (20.857 min): BP010325.D\data.ms (-3006) (-  m/z 95.10 100.00%

95.1
165.1
5000
‘ ‘ ‘ 231.2 — —5
‘ ‘ 413 4 20.50 21.00
oss LU \“\‘A‘ pR1 3561 [T4T49548 ;69,60 95.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 — —
20.50 21.00
m/z 55.05 86.08%
\\\}l“\”\\”‘ ‘f!‘“”‘T\H\‘L‘\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #133556: Avocadenofuran
81.0
= —
20.50 21.00
5000 m/z 81.10 80.73%
49.0
A$MMW3hﬁMWu‘uum“u‘w“u‘H“_‘H“H‘_“w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326497: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrame = —
95.0 20.50 21.00
m/z 109.05 79.83%
5000
177.0
||“‘|”J‘f\m'33‘304370 — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51022.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: Cyclic21.075 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.075 7.69 ng/ul 957528  Chrysene-di12 21.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 97
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 96
3 Octacosanol 410 C28H580 000557-61-9 95
4 1-Octadecene 252 C18H36 000112-88-9 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3058 (21.075 min): BP010325.D\data.ms (-3054) (-  m/z 57.05 100.00%
57.0

- M\J\M\
=
‘ ‘ 1F5 ! 207.0 21.00
o rhihbl1hy 2070 280.1 3550 42894910549 ./, 43,19  85.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244232: Cyclotetracosane
43.0
5000 = ‘
21.00
m/z 55.00 73.62%

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

%

Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
21.00
5000 m/z 83.10  59.25%
1“, H‘m L‘j‘@5_8:9"Hwaw_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308224: Octacosanol —7
57.0 21.00
m/z 69.10 53.22%
5000
392.0
,‘nmf"?ﬁ503230x L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51022.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 Costunolide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.245  28.53 ng/ul 3551210 Chrysene-d12 21.369
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 95
3 Friedelan-3-one 426 C30H500 000559-74-0 90
4 Costunolide 232 C15H2002 000553-21-9 64
5 Sesquirosefuran 218 C15H220 039007-93-7 56

Abundance Scan 3087 (21.245 min): BP010325.D\data.ms (-3077) (- m/z 69.10 100.00%

69.1
5000
163.1
— ==
21.00 21.50
0 ‘,’ HM M *JWM !H " “M 13410 15 4891549, . 55 19 95.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316501: Friedelan-3-one
69.0
5000 — =
21.00 21.50
H1 7.0 205.0 273.0 m/z 95.10 93.98%
426.0
T \‘1‘!‘ A’\ i \H“\H\ \JH\‘m \“\‘“‘\ ld ‘”‘\\lh\ JL" mf T‘\\ \\ ‘\\:\34?.\1 (\)\ 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
— =
21.00 21.50
5000 m/z 109.10 74.63%
187.0 2050 273.0 426.0
341.0
B TR —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316502: Friedelan-3-one — =
69.0 21.00 21.50
m/z 81.05 73.77%
5000
205.0 273.0
il \“ﬂMMMlmm10\ S
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\BP051122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051022.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.980 5.99 ng/ul 745888  Chrysene-di12 21.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Docosane 310 C22H46 000629-97-0 95
3 Docosane 310 C22H46 000629-97-0 94
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3212 (21.980 min): BP010325.D\data.ms (-3208) (-  m/z 57.05 100.00%
57.0

5000

r
—

]

|| 271 1071 283.0 355.0 430.9 502.8 22.90
b L 2 OSSP 92 9028 m/z 43.05  66.56%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194587: Heneicosane

57.0

-

5000 \

22.00
m/z 71.05 62.07%

7.0
‘H“H“\I\\J‘\I"l\‘\‘\\\IM\I\J-RZ.\'(\)‘\'\‘HZ\Q\?.\OH\|HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212282: Docosane

57.0

N

22.00
5000 m/z 85.05 42.12%

W s 500

I
LA e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 j\~
Abundance #212281: Docosane ‘ =
57.0 22.00

m/z 55.10  27.16%

-

5000

-

L2270 1970 3100

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051122\

Library Search Compound Report

Data File : BP@10325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051022.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.051 5.91 ng/ul 831861 Perylene-di2 23.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 Eicosane 282 C20H42 000112-95-8 95
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3394 (23.051 min): BP010325.D\data.ms (-3389) (-  m/z 57.05 100.00%
57.0

5000 /\\/MM
T
|} 171 193.0252. 1309.3 398.8460.9 549, 2399
0t ‘H‘w“u‘u“_‘u‘ RS SRR m/z 71.10 61.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — ‘
23.00
m/z 43.10 60.83%
1 239.0
\\\"\‘\\\l‘\F\\\‘\W\\‘\\\l\‘\\z\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane
57.0
N
23.00
5000 ITI/Z 85.10 43.93%
J‘ ‘ A27.0 1970 282.0
H"_"w"H“H"H‘w“H“H“H“““w“u“u‘,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298426: Octacosane T
57.0 23.00
m/z 55.05 24.46%
1
L M (1970 2810  394.0
‘H“H"_“w"H"H‘_“w“u“u“u“_“w“u“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051122\

Library Search Compound Report

Data File : BP@10325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051022.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.427 3.47 ng/ul 488245  Perylene-di12 23.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3628 (24.427 min): BP010325.D\data.ms (-3623) (- m/z 57.05 100.00%
57.0

-

5000
—
‘ | P /L 197.0 282.0 355.0 24.50
oL LI 1970 2820 3550415.147495350 /7 71,19 65.07%
miz—-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane
57.0
5000 —

24.50
m/z 43.10 63.61%

127-0 197.0 282.0

\’\ || Ly

\H\"\IH‘H\!"\\H‘HH‘\H\‘\\H‘H\\‘\\H‘H\\‘\H\‘\

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

-

Abundance #287348: Octadecane, 1-iodo-
57.0
—
24.50
5000 ITI/Z 85.10 45.36%
253.0
e |
b L8800
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane —
57.0 24.50
m/z 55.00 23.88%
L1 L R270 197.0 281.0 394.0
T A A e e T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051022.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 9 Octacosyl acetate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
24.522 2.71 ng/ul 380533  Perylene-d12 23.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl acetate 452 (C30H6002 018206-97-8 92
2 Octacosanol 410 C28H580 000557-61-9 91
3 1-Hexacosanol 382 C26H540 000506-52-5 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 Ethyl triacontyl ether 467 C32H660 1000406-37-1 90

Abundance Scan 3644 (24.521 min): BP010325.D\data.ms (-3639) (- m/z 57.00 100.00%
57.0

B

1 5.1 207.0
| 811 24.50
_H_mww'u!wum‘m‘WHMH‘_H‘_Hw??‘%‘l‘w m/z 43.10 90.17%

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

Abundance #326466: Octacosyl acetate
43.0

111.0

%

5000
24.50

m/z 55.10  81.92%

| “ . H“‘ | 181.0 250.0 320.0 392.0452.0

[T “HH‘\H\‘H\'\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308225: Octacosano
llaAn@950 292.0 392.0

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

Abundance #289621: 1-Hexacosano
97.0 24.50

m/z 97.10 71.77%

%

24.50

5000 m/z 83.05 81.35%

125.0

%

5000

—

291 { lllfﬁih.?3602940 364.0 AVWMMWW

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50

SFAM-EPA-BP051022.M Sat May 14 08:43:56 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc :

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051022.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Lupeol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

28.727 14.54 ng/ul 2044560 Perylene-di2 23.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 99
2 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30H500 1000513-01-4 94
3 Lupeol 426 C30H500 000545-47-1 90
4 Lup-20(29)-en-3-0l, acetate, (3.... 468 C32H5202 001617-68-1 90
5 Lupeol 426 C30H500 000545-47-1 81

Abundance Scan 4359 (28.727 min): BP010325.D\data.ms (-4351) (-  m/z 95.10 100.00%

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

951  180.1 ' '
5000
571 _— —
315.2 426 4 28.50 29.00
‘ “39‘ : \‘\“I }\ \‘ “‘L JU”\JL. “HJM “J‘hl‘\‘\\? \L‘ ———— Ll ‘ 499‘ ‘9‘5‘4?‘ m/z 81.10 99.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316485: Lupeo
109.0 189.0
5000 e s
126.0 28.50 29.00
| ‘ 57 4315.0 ‘ m/z 93.05  98.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316530: Epilupeol; 20(29)-Lupen-3alpha-ol (isomer 2)
189.0
109 P S
28.50 29.00
5000 m/z 189.10 96.66%
“ ‘\ 0 247.0 3150 4260
L n H I.\HJ L
H‘w‘u e R R
e —

Abundance #316482: Lupeol
95.0 28.50 29.00
m/z 107.00  89.50%
189.0
5000
29”“\ ” L Mzwomso 4260
el M ‘I‘!‘iwwu_r”Wwuu\“_ww_ e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.50 29.00

SFAM-EPA-BP051022.M Sat May 14 08:43:57 2022 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051122\
Data File : BP010325.D

Acqg On : 12 May 2022 15:45
Operator : CG/JU

Sample : N2714-07

Misc

ALS Vvial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51022.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|
1,3,6-0Octatrien... 7.346 2.3 ng/ul 95922 1 7.905 845127 20.0
n-Hexadecanoic ... 18.169 2.4 ng/ul 278275 4 17.287 2317860 20.0
5-Bromo-4-oxo-4... 20.857 33.4 ng/ul 4159730 5 21.369 2489100 20.0
(DEL) Alkane: C... 21.075 7.7 ng/ul 957528 5 21.369 2489100 20.0
Costunolide 21.245 28.5 ng/ul 3551210 5 21.369 2489100 20.0
(DEL) Alkane: S... 21.980 6.0 ng/ul 745888 5 21.369 2489100 20.0
(DEL) Alkane: S... 23.051 5.9 ng/ul 831861 6 23.792 2812770 20.0
(DEL) Alkane: S... 24.427 3.5 ng/ul 488245 6 23.792 2812770 20.0
Octacosyl acetat 24.522 2.7 ng/ul 380533 6 23.792 2812770 20.0
Lupeol 28.727 14.5 ng/ul 2044560 6 23.792 2812770 20.0
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