LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc :

ALS Vvial : 32 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@15866.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.375 29 32 38 rVB 40581 56361 0.18% 0.061%
2 3.828 107 109 121 rBV 234665 397018 1.27% 0.427%
3 3.928 122 126 135 rVB 52663 84903 0.27% 0.091%
4 4.040 141 145 150 rVB 41115 61015 ©0.19% 0.066%
5 6.693 589 596 601 rBV 36250 60407 0.19% 0.065%
6 7.240 682 689 707 rBV 356192 1013070 3.23% 1.089%
7 7.375 707 712 733 rVB 443606 866767 2.76%  0.931%
8 7.587 741 748 763 rBV 538914 1067522 3.40% 1.147%
9 8.051 820 827 842 rBV 936429 1782399 5.68% 1.915%
106 8.798 944 954 972 rBV 384333 1105733 3.53% 1.188%
11  9.246 1023 1030 1049 rBV 456033 1034465 3.30% 1.111%
12 9.975 1146 1154 1175 rBV 294638 875704 2.79% 0.941%
13 10.187 1185 1190 1199 rVB 17224 41389 0.13% 0.044%
14 10.557 1245 1253 1285 rBV2 332542 1248458 3.98% 1.341%
15 10.881 1298 1308 1325 rBV 1301105 2654423 8.46% 2.852%
16 11.069 1334 1340 1360 rBV2 156255 603622 1.92% 0.649%
17 13.575 1759 1766 1774 rVB3 30438 68942 0.22% 0.074%
18 14.004 1834 1839 1846 rBV6 28707 44379 0.14% 0.048%
19 14.116 1851 1858 1870 rVV 1156322 2010466 6.41% 2.160%
20 14.210 1870 1874 1883 rVB 24378 46040 0.15% 0.049%
21 14.398 1895 1906 1922 rBV2 1456414 2428376 7.74% 2.609%
22 14.522 1923 1927 1930 rVVé 18348 31828 0.10% 0.034%
23 14.704 1951 1958 1972 rBV 2032785 3374356 10.76% 3.626%
24 14.928 1991 1996 2001 rBvV4 29479 44716 0.14% 0.048%
25 15.016 2005 2011 2025 rBV3 86460 371227 1.18% 0.399%
26 15.598 2103 2110 2117 rBV7 38109 66706 0.21% 0.072%
27 15.704 2120 2128 2144 rBV 1602111 2903120 9.26% 3.119%
28 15.880 2152 2158 2179 rBV2 169878 525674 1.68% 0.565%
29 16.075 2184 2191 2199 rBV 392845 673842 2.15% 0.724%
30 16.404 2245 2247 2256 rVBS 18020 32278 0.10% 0.035%
31 16.633 2280 2286 2295 rVB2 46963 84658 0.27% 0.091%
32 17.339 2403 2406 2414 rBvVv7 23711 40394 0.13% 0.043%
33 17.463 2421 2427 2440 rVV 2178185 3466588 11.05% 3.725%
34 17.569 2440 2445 2467 rVB2 1320291 2515063 8.02% 2.702%
35 18.098 2532 2535 2540 rvB4 28795 37588 0.12% 0.040%

36 18.263 2558 2563 2567 rBV 158753 232175 ©.74%  0.249%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc :

ALS Vvial : 32 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 18.316 2567 2572 2583 rBV 1028652 1544062 4.92% 1.659%
38 18.586 2615 2618 2623 rBV2 29990 46215 ©0.15% ©0.050%
39 19.192 2719 2721 2727 rVB3 41916 44178 0.14% 0.047%
40 19.404 2753 2757 2759 rBV3 114681 144046 0.46% 0.155%
41 19.427 2759 2761 2763 rVWW3 47234 56928 0.18% 0.061%
42 19.539 2776 2780 2785 rBV 254553 398748 1.27% 0.428%
43 19.751 2813 2816 2818 rBV 60216 71414 0.23% 0.077%
44 19.792 2818 2823 2839 rVB 1933169 3026308 9.65%  3.252%
45 20.263 2900 2903 2909 rVB 176197 195218 ©0.62% 0.210%
46 20.751 2983 2986 2990 rBV2 157013 182494 0.58% 0.196%
47 21.221 3060 3066 3073 rBV2 695788 1327179 4.23% 1.426%
48 21.557 3118 3123 3132 rBV 1819142 2822143 9.00% 3.032%
49 22.127 3217 3220 3223 rVB 291094 318351 1.02% 0.342%
50 22.174 3224 3228 3236 rVB2 581651 946219 3.02% 1.017%
51 22.915 3351 3354 3361 rVB2 280096 382615 1.22% 0.411%
52 23.227 3403 3407 3414 rVB 862595 1438433 4.59% 1.546%
53 23.315 3419 3422 3430 rVB2 405410 747315 2.38% 0.803%
54 23.927 3522 3526 3540 rVB2 1103491 2447924 7.80% 2.630%
55 24.098 3549 3555 3570 rVB 1323821 3299246 10.52%  3.545%
56 24.662 3645 3651 3662 rVB 1279604 2930096 9.34%  3.148%
57 26.621 3977 3984 3993 rBV 1010476 3034722 9.68% 3.261%
58 27.721 4163 4171 4187 rVB4 1078557 4350755 13.87% 4.675%
59 28.768 4339 4349 4370 rVB2 7540596 31363938 100.00% 33.699%

Sum of corrected areas: 93070219
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

8000000
7000000
6000000
5000000
4000000
3000000
2000000

1000000

: 01 Jul 2023 03:35
: MA/JU
. 03161-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
BP015866.D

: 32 Sample Multiplier: 1

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

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

TIC: BP015866.D\data.ms

10.881

7.24375>87 8.798 9.246
OMO 6.693 &k 0 OUBast PR 1069

Time-->
Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

350 4.00 450 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
TIC: BP015866.D\data.ms

14.704 17.463 19.792

15.704
14.398 ;
14.116 1¥.569

75
13.57514.M52 45946 155 -égtf\lG.A'IﬁG% 17.33

0

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

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BP015866.D\data.ms

2345098  24.662

23.227

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\BP063023\
Data File : BP015866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc

ALS Vvial : 32 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 10
R.T. EstConc Area Relative to ISTD R.T.
16.075 3.99 ng/ul 673842  Acenaphthene-di10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
51,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78

Abundance Scan 2191 (16.075 min): BP015866.D\data.ms (-2184) (- m/z 104.95 100.00%

105.0
5000 182.1
T
39 16.00
O kg L 267.0329.1386.9 462.1520.3  p/7;  76.95  69.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 \
182.0 1600
m/z 182.10 47.97%
27.0
O \\‘\1[‘!\11\f‘\\\\f\\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
T
182.0 16.00
5000 ITI/Z 51.00 26.21%
214
0 HHH\M\M\HwHJW\H\M\H‘H\wwuwwwu‘uwwwuww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone T ‘
105.0 16.00
m/z 49.95 8.45%
182.0
5000
0 “f‘gl““““

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc

ALS vial : 32

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 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.
18.316 8.91 ng/ul 1544060 Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Tridecanoic acid 214 C13H2602 000638-53-9 95
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93

Abundance Scan 2572 (18.316 min): BP015866.D\data.ms (-2567) (- m/z 73.00 100.00%

73.0
5000
213.2 r L
“H L 18.00 18.50
ob- LARLLERPO) 1, 1, 2810 3551 4309 5122 104300 89.20%
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 1
18.00 18.50
“ 213.0 m/z 60.00 84.82%
O‘\\\‘ \L’l‘\!'\”\l‘\\\!‘\“\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
— ——
18.00 18.50
5000 m/z 57.00 70.41%
129.0
e |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid I — 7
43.0 18.00 18.50
m/z 41.00 68.61%
5000 256.0
129.0
oLl W
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\BP063023\
Data File : BP@15866.D

Acqg On : 01 Jul 2023 03:35

Operator : MA/JU

Sample : 03161-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ 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 3 Octadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.539 2.83 ng/ul 398748 Chrysene-d12 21.557
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2780 (19.539 min): BP015866.D\data.ms (-2776) (- m/z 73.00 100.00%

73.0
5000
1851 1T T
M | 2841 3024412 9. 1950
Ol MMM m‘wwm‘\ 002442 9490 m/z 43.e0  95.84%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — ‘
19.50
M 284.0 m/z 57.00 82.75%
O‘\\J‘\ “‘J\\““\w\\‘\\\l\\\‘f‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

=

Abundance #179090: Octadecanoic acid
43.0
19.50
5000 ITI/Z 59.95 79.63%
129.0
284.0
o_“‘ “‘JJ }““m%\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid ——
73.0 19.50
m/z 55.00 74.77%
5000 284.0
185.0
o‘I }“M*\ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\

Library Search Compound Report

Data File : BP@15866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc

ALS vial : 32

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 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: Cyclic21.221 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21221 9.41 ng/ul 1327180  Chryseme-diz 21.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclopentadecane 210 c1s3e 000295-48-7 96

074339-53-0 94
001454-84-8 94
959261-23-5 94
000661-19-8 94

2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302
3 n-Nonadecanol-1 284 C19H400

4 Heptafluorobutyric acid, pentade... 424 C19H31F702
5 Behenic alcohol 326 C22H460

Abundance Scan 3066 (21.221 min): BP015866.D\data.ms (-3060) (-  m/z 55.00 100.00%

53.0
5000
5.1 —— ——
| \ ZOTO 2830 355.0 42 21.00 21.50
ol b L L 2830 3550 429.0490.8549. ./, 57 .09 99.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
5000 —— —
21.00 21.50
m/z 43.00 91.38%
IS =20
O‘\\\ ‘J\Wf\‘!\\1‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
21.00 21.50
5000 m/z 83.00 91.17%
ob UL, 3820
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179255: n-Nonadecanol-1 — —
43.0 21.00 21.50
m/z 69.00 86.38%
5000
ll 1.0
oer{Hw@?Z%,” ———
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path :
Data File :
Acqg On
Operator
Sample

Misc

ALS vial

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\

BPO15866.D

: 01 Jul 2023 03:35
: MA/JU

. 03161-01

: 32 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.127 2.26 ng/ul 318351 Chrysene-d12 21.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
4 Tetradecane 198 C14H30 000629-59-4 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 3220 (22.127 min): BP015866.D\data.ms (-3217) (- m/z 57.00 100.00%
57.0

5000

%

T —
22.00 22.50

|| }27.1193.0 2811 3560 4591 549, —o. 487

0"H‘_hhq‘mwwa‘w‘u‘_“W‘H‘_‘H“H‘_‘H“H‘_ m/z 71.00

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194589: Heneicosane
57.0
5000 — ——
22.00 22.50
m/z 43.05 62.08%
296.0
0 ‘J“ | |’1ﬁ | | d |1 \Onw \
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

1o
!
o

Abundance #262017: Heptadecane, 9-octyl-
—r —
22.00 22.50
5000 m/z 85.05 48.35%
o LS T a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— —

Abundance #275544: Docosane, 11-butyl-
57.0 22.00 22.50
m/z 55.00 23.98%
- UJL
7.0
ol LIPS 2100 3005670 R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\
BPO
. 01
: MA/
: 031

. 32

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP063023\
15866.D

Jul 2023 03:35

Ju

61-01

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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.174 6.71 ng/ul 946219  Chrysene-di12 21.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-2-docosene 322 C23H46 1000131-16-9 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 3228 (22.174 min): BP015866.D\data.ms (-3224) (-  m/z 83.05 100.00%

83.0

%

5000
22.00 22.50
207.0 282.1 ‘
o‘u"uJH‘ﬁkﬁpu‘_‘H“H‘_gfﬁﬁ“ﬁgg?ﬂ§%4§4ﬁ m/z 57.00  99.17%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227239: 2-Methyl-2-docosene
69.0
5000 —— —
22.00 22.50
322.0 m/z 55.80 97.85%
| ’“LF901970 264.0 |
O‘\\\\‘\ ‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

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

Abundance #215083: 1-Heneicosano
55.0
22.00 22.50
5000 m/z 43.00 96.82%
125.0
0 J‘\ | } u ‘\ I .196'0 266.0
R L e R R R R AR
— —

Abundance #306022: Nonacos-1-ene

57.0 22.00 22.50

m/z 69.00 85.60%
5000
125.0
0 I i‘\‘\\lwlgso 4060
A e o o B o o e R A Ra AN — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc

ALS vial : 32

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 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 Docosanal Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
22.915 2.32 ng/ul 382615 Perylene-d12 24.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Docosanal 324 C22H440 057402-36-5 94

2 Tetracosanal 352 C24H480 057866-08-7 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 Heptadecanal 254 C17H340 1000376-70-0 91

5 Octacosanal 408 C28H560 022725-64-0 90

Abundance Scan 3354 (22.915 min): BP015866.D\data.ms (-3351) (-  m/z 57.00 100.00%
57.0

- LJA
‘ 3.1 207.0 2300
0 \}M %r b 1525:0340090004607 5481 1/ 43,00 84.63%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229611: Docosanal
82.0
5000 U
23.00
m/z 82.00 83.63%
306.0

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

=

Abundance #262002: Tetracosanal
57.0
—
23.00
5000 m/z 55.00 71.15%
3.0
334.0
oLLUIITLL, 220 M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecanal T
43.0 23.00
m/z 96.00  54.30%
5000 WWWWfMMWwJ\MWNWWA/\M
109.0
11 =
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\BP063023\

Library Search Compound Report

Data File : BP@15866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.227 8.72 ng/ul 1438430  Perylene-di12 24.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 Hexadecane 226 C16H34 000544-76-3 94
3 Nonadecane 268 C19H40 000629-92-5 94
4 Pentacosane 352 C25H52 000629-99-2 94
5 2-Methyltetracosane 352 C25H52 001560-78-7 94

Abundance Scan 3407 (23.227 min): BP015866.D\data.ms (-3403) (- m/z 57.00 100.00%
57.0

- JL&
2300 2350
7.1 207.0 : :
o,HPF i 2080 3848 47705348 n/; 71.05  70.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — —
23.00 23.50
m/z 43.00 62.56%
F 239.0
O\\\J’\I\‘\\\‘\\d\\J‘l\‘\f\[!\\T‘\1\3\(‘)18\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107216: Hexadecane
57.0
—— —
23.00 23.50
5000 m/z 85.05 50.49%
\‘ 270 226.0
O bbb b R e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane T T
57.0 23.00 23.50
m/z 55.00  23.68%
o \/\AIJM\\
7.0
ol LLULTETS, 97,0 2680 R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc

ALS Vvial : 32 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 9 Hexadecane, 1-(ethenyloxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

23.315 4.53 ng/ul 747315  Perylene-di2 24.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-(ethenyloxy)- 268 C18H360 000822-28-6 92
2 Octacosanol 410 C28H580 000557-61-9 89
3 1-Tetracosene 336 C24H48 010192-32-2 86
4 E-7-Octadecene 252 C18H36 1000130-92-0 81
5 1-Heptacosanol 396 C27H560 002004-39-9 76

Abundance Scan 3422 (23.315 min): BP015866.D\data.ms (-3419) (- m/z 57.00 100.00%
57.0

252.1
5000
125.1 — ——
{ ‘ 910 | | 331, 291 23.00 23.50
Ot b HUM b A, 3812 42916030 ... 4300 83.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158588: Hexadecane, 1-(ethenyloxy)-
57.0
5000 — ——
23.00 23.50
m/z 83.05 81.30%
01 "‘\‘TI\RE\\[\\l\\4‘\()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308225: Octacosano
57.0
— —
23.00 23.50
5000 m/z 55.00  80.87%
125.0
0 7y ” I \‘I 1\ i |1.950 292.0 392.0
e e e
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene “ T
43.0 23.00 23.50
m/z 97.00 74.18%
111.0
5000
o,.hln.”mo I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc

ALS Vvial : 32 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.662 17.76 ng/ul 2930100  Perylene-d12 24.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentacosane 366 C26H54 000629-87-8 94
2 Nonacosane 408 C29H60 000630-03-5 93
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3651 (24.662 min): BP015866.D\data.ms (-3645) (-  m/z 57.00 100.00%

57.0 ' '
5000
T —
| P 1971 28 24.50 25.00
ob AMLTET 2072 2811 3551 4364 849 710 71.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane
57.0
5000 T —
24.50 25.00
323.0 m/z 43.00 60.44%
O\‘\\}‘\ }J!fJTWITGO\l[
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307031: Nonacosane
57.0
— —
24.50 25.00
5000 ITI/Z 85.05 51.66%
1
o LT 3870 2670 3370 a080
“w“u“u B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo- T T
57.0 24.50 25.00
m/z 55.00 21.72%
5000
Iff
o LT 1970 2670 270 a0 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc

ALS Vvial : 32 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.621  18.40 ng/ul 3034720  Perylene-di12 24.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
Abundance Scan 3984 (26.621 min): BP015866.D\data.ms (-3977) (- m/z 57.00 100.00%
57.0
5000 \JL
— —
Ol 2o 2900 404247775490  m/z 71.00  71.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 — =~
26.50 27.00
m/z 43.05 57.50%
196.0
O‘H\ ‘\j!in-Wi\jl%“\TH“]h\\12‘(3\6\;\0‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194595: Eicosane, 10-methyl-
57.0
—— —
26.50 27.00
5000 m/z 85.10 51.65%
154.0
1T - R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T T
57.0 26.50 27.00
m/z 55.00 23.80%
- \\N/Lﬂv
ol | 1 || £77:0197.0267.0337.0407.0 491.0562.0
e A e e e e e P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc

ALS Vvial : 32 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 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

27.721  26.37 ng/ul 4350760  Perylene-di2 24.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 99
3 .beta.-Sitosterol 414 C29H500 000083-46-5 97
4 .gamma.-Sitosterol 414 C29H500 000083-47-6 83
5 (3s,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 62

Abundance Scan 4171 (27.721 min): BP015866.D\data.ms (-4163) (- m/z 43.00 100.00%

43.0 '
5000 107.0
2131
—— —
“\ 27.50 28.00
ol HL 482.1 549, m/z 55.00  59.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 — —
414.0 27.50 28.00
m ‘ 2130 303.0 m/z 57.00 52.86%
O ‘\\J‘f Jl “.M“‘hf‘!“ﬂ“m"nIJ..‘L ‘\\\\ \\\‘l\h‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol
43.0
—— —
27.50 28.00
5000 ITI/Z 107 .00 50.99%
414.0
‘ ‘ “ 2550 329.0
ol 1L m\h
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol —— T
43.0 27.50 28.00
m/z 81.00  48.84%
5000
107.0 414.0
3.0
(o MH‘M”'“,'W 90 W 1 A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.50 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015866.D

Acq On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc :

ALS Vvial : 32 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

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 13 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.768 190.13 ng/ul 31363900 Perylene-di2 24.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 46
2 Undec-10-ynoic acid, 2,7-dimethy... 316 C21H3202 1000406-96-7 22
3 9,19-Cyclolanost-24-en-3-0l, (3.... 426 C30H500 000469-38-5 22
4 9,19-Cyclolanost-25-en-3-0l1, 24-... 440 C31H520 000511-61-5 20
5 16,22-Epoxycoprostan-3.beta.,26,... 434 C27H4604 122337-91-1 12

Abundance Scan 4349 (28.768 min): BP015866.D\data.ms (-4339) (- m/z 241.20 100.00%

241.2 ‘
95.0
425.4
5000
59.1

28.4(28.6(128.8(29.00
|37 JW'..J“M“JJUML,.J\ LiPtceeed || 363 503 05 ge.esy

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322351: D:C-Friedo-B":A-neogammacer-9(11)-ene, 3-m
273.0 425.0
109.0
5000 [TI T [ rrrr[rrrrq1

89.0 m/z 95.05 70.75%

TTTT \\iwluhf“u”j lmm\!‘ff \‘\3\5‘5\\0\\“\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220101: Undec-10-ynoic acid, 2,7-dimethyloct-1-en-3-yr
119.0 273.0
55.0

‘ 28.4(28.6(28.8029.00
“I}

o

28‘4028‘6028‘8029‘00 |
OHH“.‘}‘H MH\HP.' JL
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316523: 9,19-Cyclolanost-24-en-3-ol, (3.beta.)- A RERRERENEEEEE
69.0 28.4028.6(28.8(29.00

m/z 425.40 56.78%

5000
‘ 203.0 2850 393.0
0 1 ‘ " \ \ \«l \H‘ “I bhia ] ‘m . ‘ L

m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.4(28.6(28.829.00

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:28:21 2023 Page: 16



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015866.D

Acqg On : 01 Jul 2023 03:35
Operator : MA/JU

Sample : 03161-01

Misc

ALS Vvial : 32 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 16.075 4.0 ng/ul 673842 3 14.704 3374360 20.0
n-Hexadecanoic ... 18.316 8.9 ng/ul 1544060 4 17.463 3466590 20.0
Octadecanoic acid 19.539 2.8 ng/ul 398748 5 21.557 2822140 20.0
(DEL) Alkane: C... 21.221 9.4 ng/ul 1327180 5 21.557 2822140 20.0
(DEL) Alkane: S... 22.127 2.3 ng/ul 318351 5 21.557 2822140 20.0
(DEL) Alkane: S... 22.174 6.7 ng/ul 946219 5 21.557 2822140 20.0
Docosanal 22.915 2.3 ng/ul 382615 6 24.098 3299250 20.0
(DEL) Alkane: S... 23.227 8.7 ng/ul 1438430 6 24.098 3299250 20.0
Hexadecane, 1-(... 23.315 4.5 ng/ul 747315 6 24.098 3299250 20.0
(DEL) Alkane: S... 24.662 17.8 ng/ul 2930100 6 24.098 3299250 20.0
(DEL) Alkane: S... 26.621 18.4 ng/ul 3034720 6 24.098 3299250 20.0
.gamma.-Sitosterol 27.721 26.4 ng/ul 4350760 6 24.098 3299250 20.0
unknown-01 28.768 190.1 ng/ul 31363900 6 24.098 3299250 20.0
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