LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
Data File : BP@18679.D

Acqg On : 07 Dec 2023 18:35
Operator : MA/JU

Sample : 05459-01

Misc :

ALS Vvial : 13  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-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18679.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.264 26 30 36 rvB 61733 80128 1.10% ©0.112%
2 3.681 97 101 114 rBV 721574 1014678 13.88% 1.424%
3 4.011 154 157 162 rVB 17550 22298 0.30% 0.031%
4 6.522 580 584 589 rvB3 15323 23190 0.32% 0.033%
5 6.834 633 637 640 rBv3 5784 9168 ©0.13% 0.013%
6 7.011 661 667 680 rBV 937168 1500740 20.53% 2.106%
7 7.181 690 696 704 rVB 806303 1232318 16.86% 1.729%
8 7.281 711 713 720 rVB4 8420 14115 0.19% 0.020%
9 7.375 723 729 737 rVWVW 921963 1430613 19.57% 2.008%
10 7.452 738 742 755 rVB2 24749 55718 0.76% 0.078%
11 7.634 768 773 774 rBV 11054 12457 0.17% 0.017%
12 7.846 802 809 816 rVV 1163987 1837678 25.14% 2.579%
13 7.911 818 820 824 rVB4 8526 10242 0.14% 0.014%
14 8.558 923 930 947 rVB 1207048 1919342 26.25% 2.693%
15 9.005 999 1006 1014 rBV 901952 1438685 19.68% 2.019%
16 9.169 1032 1034 1039 rVB5 10940 15940 0.22% 022%

17 9.728 1122 1129 1136 rBV 604948 991203 13.56%
18 10.263 1211 1220 1228 rBV 935858 1516433 20.74%
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19 10.640 1276 1284 1291 rBV 1274591 2119428 28.99% 974%
20 10.781 1297 1308 1317 rBV 964440 1593784 21.80% 237%
21 11.169 1369 1374 1379 rBV3 5583 11442 0.16% 0.016%
22 12.140 1534 1539 1545 rVv4 11894 20657 0.28% 0.029%
23 12.228 1548 1554 1560 rVvVv2 30746 56539 0.77% 0.079%
24 12.304 1560 1567 1571 rVB2 13351 24054 ©.33% 0.034%
25 12.516 1598 1603 1611 rBV4 8212 16583 0.23% 0.023%
26 13.310 1734 1738 1741 rVB5 6719 8181 0.11% 0.011%
27 13.381 1743 1750 1757 rBV2 56870 96314 1.32% 0.135%
28 13.446 1757 1761 1765 rBV3 6932 11139 ©0.15% 0.016%
29 13.657 1788 1797 1800 rBV3 15671 45298 0.62% 0.064%
30 13.693 1801 1803 1807 rVv3 4986 9340 0.13% 0.013%
31 13.798 1818 1821 1827 rVB4 9245 13731 0.19% 019%

32 13.893 1830 1837 1844 rVB 2143350 2865348 39.19%
33 14.169 1877 1884 1892 rBV 2389952 3524244 48.21%
34 14.475 1929 1936 1944 rVB 2396984 3453436 47.24%
35 14.681 1965 1971 1977 rBV2 69581 131352 1.80%
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36 14.892 2002 2007 2012 rVB4 17324 32960 0.45%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
Data File : BP@18679.D

Acqg On : 07 Dec 2023 18:35
Operator : MA/JU

Sample : 05459-01

Misc :

ALS Vvial : 13  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-BP120123.MA.M
Title : SVOA CALIBRATION
37 15.328 2079 2081 2085 rVB4 7185 8177 0.11% 0.011%
38 15.387 2089 2091 2094 rVvB4 12697 13290 0.18% 0.019%
39 15.469 2098 2105 2116 rBV 3184171 4584635 62.71% 6.434%
40 15.587 2120 2125 2133 rVB2 59509 96432 1.32% 0.135%
41 15.704 2142 2145 2150 rVB2 13115 19095 0.26% 0.027%
42 15.916 2178 2181 2184 rBvV2 9019 15219 0.21% 0.021%
43 16.039 2200 2202 2208 rVB6 9068 12985 0.18% 0.018%
44 16.992 2361 2364 2369 rVB4 11106 19103 0.26% 0.027%
45 17.222 2397 2403 2410 rBV 3188312 4422570 60.49% 6.206%
46 17.322 2414 2420 2432 rVV 3666161 5075689 69.43% 7.123%
47 17.728 2487 2489 2493 rBV5 8430 9286 ©0.13% 0.013%
48 18.116 2550 2555 2564 rBV 416285 564430 7.72% 0.792%
49 18.528 2623 2625 2630 rVB5 15786 16758 0.23% 0.024%
50 19.133 2726 2728 2732 rVB3 62237 72756 1.00% 0.102%
51 19.204 2736 2740 2743 rBV 111398 147487 2.02% 0.207%
52 19.345 2760 2764 2774 rBV 184760 282801 3.87% 0.397%
53 19.557 2794 2800 2806 rBV 4950831 6665405 91.17% 9.354%
54 20.092 2888 2891 2895 rvB2 64888 71248 0.97% 0.100%
55 20.575 2970 2973 2977 rVB 90525 93569 1.28% 0.131%
56 21.027 3047 3050 3060 rBV 436573 680413 9.31% 0.955%
57 21.310 3093 3098 3104 rBV 4479268 5563004 76.09% 7.807%
58 21.463 3121 3124 3130 rVB2 130034 146698 2.01% 0.206%
59 21.916 3198 3201 3205 rBV 435125 580893 7.95% 0.815%
60 22.957 3374 3378 3383 rBV 559849 812326 11.11% 1.140%
61 23.021 3385 3389 3400 rVB2 262796 656845 8.98% 0.922%

62 23.527 3468 3475 3482 rBV2 3804264 7310903 100.00% 10.259%
63 23.680 3494 3501 3511 rVB 3145292 6160266 84.26%  8.645%

Sum of corrected areas: 71261059
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @7 Dec 2023 18:35
: MA/JU
. 05459-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
BPO18679.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BP018679.D\data.ms

8.558 10.640

375 8 9.005 10.263 10.781
3.681 1O ds 0.728
13.264 | 4011 6.52%.83 L5$3 011 J\Q._lag L 11.169

350 400 450 500 550 6.00 650 7. 00 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BP018679.D\data.ms
19.557

17.322

15.469 17.222

14.1604.475
13.893

18.116 L
1222084516 1583368 14.6681892 Bim81639 16.99 17.728 18. swj 20.092

Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 18.50 19.00 1950 20.00

Abundance
5000000

4000000

3000000

2000000

1000000

Time-->

21.916
21.027 23.021
1.463
1575

TIC: BP018679.D\data.ms
21.310

23.527

43.680

22.957

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\BP120723\
Data File : BP@18679.D

Acqg On : 07 Dec 2023 18:35
Operator : MA/JU

Sample : 05459-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.116 2.55 ng/ul 564430  Phenanthrene-d10 17.222
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 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 87
Abundance Scan 2555 (18.116 min): BP018679.D\data.ms (-2550) (- m/z 73.00 100.00%
73.0
5000 AL
213.2 — S
{H ‘ 18.00 18.50
Obr A HHM A‘“Jmhf?%??f‘% 1.414.9475.55356 4/, 59.95  83.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — —r
129.0 18.00 18.50
m/z 43.05 75.95%
O‘\\\“‘ “H‘Mm‘\}?ﬂbl‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
Py ==
18.00 18.50
5000 129.0 m/Z 55.05 68.02%
“ 213.0
(- ‘I‘NMJ“HHA_m“um,‘Hww_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid I R
43.0 18.00 18.50
m/z 57.05 66.82%
5000 256.0
129.0
AT S
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\BP120723\
Data File : BP@18679.D

Acqg On : 07 Dec 2023 18:35
Operator : MA/JU

Sample : 05459-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Carbonic acid, eicosyl viny... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.028 2.45 ng/ul 680413  Chrysene-di2 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 94
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
4 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 91
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 91
Abundance Scan 3050 (21.027 min): BP018679.D\data.ms (-3047) (- m/z 57.10 100.00%
57.1
L L
\ } } | 2100 |
127.1  207.0 ‘ .
bbb J! o e 281,0341.0402.9  490.1549. 1/, 43,05  65.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 — :
21.00
m/z 71.05 64.26%
obd |, 1‘%?;"182.0 252.0 325.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
N
21.00
5000 m/z 85.10 46.52%
A 11259 1560 50
e EET ST
m/z--> 50 100 150 200 250 300 350 400 450 500 550 Jk
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester —— ‘
57.0 21.00
m/z 55.00 37.33%
) AJL
1 L50 aco ano
A ST
m/z--> 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\BP120723\
Data File : BP@18679.D

Acqg On : 07 Dec 2023 18:35
Operator : MA/JU

Sample : 05459-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.916 2.09 ng/ul 580893 Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentacosane 366 C26H54 000629-87-8 97
2 Eicosane 282 C20H42 000112-95-8 94
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3201 (21.916 min): BP018679.D\data.ms (-3198) (- m/z 57.05 100.00%
57.0
— =
‘ | 771 1971 2810 355.0 2200
0 ‘H“"“‘\“HH“HH" St 04151 49005480 Ty, 71,10 75.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane
57.0
5000 J\ T T
22.00
323.0 m/z 43.05 61.27%
O‘\‘L\ilfllfllglgﬁlf
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
—
22.00
5000 m/z 85.10 52.80%
0 ‘unwwmwu""""""‘H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 J
Abundance #275544: Docosane, 11-butyl- o T ey
57.0 22.00
m/z 55.00  23.12%
h JJD
ol LIPS 200 305660 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
Data File : BP@18679.D

Acqg On : 07 Dec 2023 18:35
Operator : MA/JU

Sample : 05459-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.957 2.64 ng/ul 812326  Perylene-di2 23.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Tetracosane 338 C24H50 000646-31-1 94
3 Octacosane, 1-iodo- 520 C28H571I 1000406-32-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3378 (22.957 min): BP018679.D\data.ms (-3374) (- m/z 57.05 100.00%
57.0
w Jk
23.00
1 .
207.0
owwd‘fwm‘ )2670 3410 4298490.1546. ./, 71.05 70.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 L
23.00
m/z 43.10 55.49%
o \‘ 1970 2670 338.0
\\\‘\\\\‘\\\f‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246480: Tetracosane
57.0
T
23.00
5000 m/z 85.05 51.49%
0 \‘\ H|1|\2704 \11970 28103380
A b e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #340844: Octacosane, 1-iodo- =
57.0 23.00
m/z 55.10 23.01%
5000
oL a90 amp 30
H"H“_"w“H“H"H“_“w“u“u“u“_“w‘ F
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
BPO18679.D

: @7 Dec 2023 18:35
: MA/JU
. 05459-01

. 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.622  2.13 ng/ul 656845 Perylene-di2 23.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 CoaHas 010192-32-2 98

2 Cyclotetracosane 336 C24H48 000297-03-0 93
3 Cyclotetracosane 336 C24H48 000297-03-0 91
4 Octacosanol 410 C28H580 000557-61-9 91

5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3389 (23.021 min): BP018679.D\data.ms (-3385) (- m/z 57.10 100.00%
57.1
- Jk
207.0
105.0 S ‘
‘ 267.0324.9 ‘ 23,90
ob b L1, 20003249 3889 489.1549. /7 83.e5  88.66%
mi/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 —— i
23.00
125.0 m/z 97.10  85.42%
“ 336.0
0 \\\\\"\ MM\“\‘\‘\“h"\\H‘HH‘H\\‘\\\‘\‘H\\‘\H\‘\\H‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
23.00
5000 336.0 ITI/Z 55.05 81.13%
3.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244232: Cyclotetracosane T ‘
43.0 23.00
m/z 43.05 76.77%
5000
111.0
ox,%‘h‘x.\n.lﬁzozsov33‘?-0 J
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
Data File : BP018679.D

Acqg On : @7 Dec 2023 18:35
Operator : MA/JU

Sample : 05459-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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|
n-Hexadecanoic ... 18.116 2.5 ng/ul 564430 4 17.222 4422570 20.0
Carbonic acid, ... 21.028 2.5 ng/ul 680413 5 21.310 5563000 20.0
(DEL) Alkane: S... 21.916 2.1 ng/ul 580893 5 21.310 5563000 20.0
(DEL) Alkane: S... 22.957 2.6 ng/ul 812326 6 23.680 6160270 20.0
(DEL) Alkane: S... 23.022 2.1 ng/ul 656845 6 23.680 6160270 20.0
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