LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc :

ALS vial : 9 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©32224.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@19959.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.223 19 23 30 rVB 49764 69177 1.99% 0.135%
2 3.611 85 89 106 rBvV 584297 925619 26.61% 1.808%
3  3.905 135 139 143 rVB 9787 11989 0.34% 0.023%
4 6.764 618 625 641 rBV 753905 1245416 35.80% 2.432%
5 6.922 646 652 666 rVV 548928 996075 28.63% 1.945%

6 7.117 678 685 700 rBV 709674 1201961 34.55%
7 7.575 755 763 774 rBV 622591 978810 28.13%
8 8.275 875 882 896 rBV 896488 1523646 43.79%
9 8.728 951 959 970 rBV 651127 1248557 35.89%

8.881 980 985 990 rBv8 5161 8248 0.24%
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11 9.440 1071 1080 1090 rBvV 577187 1065164 30.62%
12 9.975 1164 1171 1189 rBV 756347 1485240 42.69%
13 10.340 1224 1233 1243 rBV 782564 1374956 39.52%
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B

14 10.493 1252 1259 1277 rBV 769985 1489244 42.81% 908%
15 10.663 1285 1288 1292 rVB5 2807 4556  0.13% 009%
16 11.016 1341 1348 1357 rBV2 30120 75396 2.17% 0.147%
17 11.557 1437 1440 1446 rVB7 2114 3844 0.11% ©0.008%
18 11.969 1503 1510 1516 rBV 10498 24541 0.71% ©.048%
19 12.216 1549 1552 1561 rVB2 4694 8561 0.25% 0.017%
20 13.069 1695 1697 1700 rVVv4 4774 6573 0.19% 0.013%
21 13.116 1700 1705 1711 rVB6 8632 16676 ©.48% 0.033%
22 13.222 1715 1723 1729 rBV4 7434 17416 0.50% 0.034%
23 13.493 1764 1769 1773 rVBS8 2407 4391 0.13% 0.009%
24 13.663 1787 1798 1811 rBV 1119361 2127686 61.16%  4.155%
25 13.922 1835 1842 1856 rBV 1603495 2496084 71.75%  4.875%

26 14.240 1890 1896 1909 rVB 1316119 1763539 50.69%
27 14.498 1933 1940 1954 rBV 345108 897501 25.80%
28 15.075 2033 2038 2042 rVB8 2660 4874  0.14%
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29 15.281 2062 2073 2089 rBV 1932972 2980298 85.66% 820%
30 15.416 2089 2096 2109 rVV 588098 969855 27.88% 894%
31 15.516 2111 2113 2121 rVB7 10973 16844 ©.48% 0.033%
32 15.863 2167 2172 2177 rBV9S 4822 8719 0.25% 0.017%
33 16.028 2195 2200 2205 rBVS8 6764 13611 ©0.39% 0.027%
34 16.093 2208 2211 2215 rVB5 8566 12594 0.36% 0.025%
35 16.540 2282 2287 2292 rBV6 6169 12392 0.36% 0.024%
36 16.757 2320 2324 2330 rVB8 5515 10535 ©0.30% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc :

ALS vial : 9 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©32224.MA.M
Title : SVOA CALIBRATION
37 16.857 2337 2341 2348 rBV5 11103 21155 0.61% 0.041%
38 17.087 2372 2380 2387 rBV 1131445 1928996 55.45% 3.767%
39 17.192 2391 2398 2410 rBV2 1840060 2981095 85.69% 5.822%
40 17.616 2468 2470 2473 rBV4 3910 4963 0.14% 0.010%
41 17.657 2474 2477 2482 rVB7 7703 10445 0.30% 0.020%
42 17.787 2497 2499 2503 rVB5 4502 5550 0.16% 0.011%
43 18.039 2537 2542 2548 rBV3 29994 51484 1.48% 0.101%
44 18.145 2557 2560 2566 rVB 13442 18788 ©0.54% 0.037%
45 18.239 2572 2576 2582 rBV3 20764 28945 0.83% 0.057%
46 18.345 2590 2594 2597 rBV 30848 40840 1.17% ©0.080%
47 18.398 2597 2603 2617 rVV2 135794 390817 11.23% 0.763%
48 19.081 2715 2719 2722 rBV 21747 28317 ©0.81% 0.055%
49 19.128 2724 2727 2733 rVB3 25808 37342 1.07% 0.073%
50 19.204 2737 2740 2742 rBV 20977 27076 0.78% 0.053%
51 19.292 2750 2755 2762 rVB 567084 804047 23.11% 1.570%
52 19.386 2767 2771 2775 rBv4 35570 62395 1.79% 0.122%
53 19.545 2793 2798 2801 rBV 2032334 2637754 75.82% 5.151%
54 19.581 2801 2804 2810 rVV2 2139186 3297044 94.77% 6.439%
55 19.622 2810 2811 2815 rVV 116755 108293 3.11% 0.211%
56 19.663 2815 2818 2826 rVB 231108 303906 8.74%  0.594%
57 19.986 2870 2873 2878 rBV 42211 54300 1.56% 0.106%
58 20.198 2905 2909 2913 rVB 99863 125522 3.61% 0.245%
59 20.439 2945 2950 2957 rBV 349800 469164 13.49% 0.916%
60 20.657 2982 2987 2993 rBV 1886648 2017550 57.99%  3.940%
61 20.722 2994 2998 3002 rVV 260845 357972 10.29% 0.699%
62 20.763 3002 3005 3009 rVB 145526 152863 4.39% 0.299%
63 21.086 3057 3060 3065 rBV 93101 145762 4.19%  0.285%
64 21.245 3083 3087 3093 rVB 220584 295730 8.50% 0.578%
65 21.563 3135 3141 3152 rBV 1210118 1978861 56.88% 3.865%
66 21.816 3180 3184 3191 rVB 306137 447681 12.87% 0.874%
67 22.457 3289 3293 3299 rVB 258839 430503 12.37% 0.841%
68 23.186 3413 3417 3425 rVB 308067 568609 16.34% 1.110%
69 24.039 3556 3562 3573 rVB2 227233 602380 17.31% 1.176%
70 24.639 3656 3664 3677 rVB2 1384585 3479054 100.00% 6.794%
71 24.869 3694 3703 3713 rVB 708830 2043455 58.74%  3.991%

72 25.033 3728 3731 3732 rBV 143109 144971 4.17%  0.283%

Sum of corrected areas: 51204217

SFAM-EPA-BP032224.MA.M Mon Mar 25 16:53:04 2024 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032224 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP019959.D\data.ms

2000000

1500000

1000000 8.275

6.764; 117 9.9730184493
3.611 92 7.575 8.r28 9.440
500000
3.223
o 3.905 .881 .6681-016 11 5521.969216
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP019959.D\data.ms
1238 20.657
2 15.281
000000 17.192
13.922
1500000 21.563
14.240 J‘
13.663 17.087
1000000
15.416 19.292 21.816 99 457
500000 4§é 799 21.245
14.498 10,663 01763.08
18.398 1 2958 9
ROERE 4 15.07&@ 5165196029316 566857 || | 17Eds832995

OTT’\\\‘\\\\‘\\\\‘\\\\"ﬁ\\‘\\\\ﬁﬁﬁ‘f\\‘\\\\‘HH‘HH‘HH‘HH‘HH S L o A N

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP019959.D\data.ms

2000000

24.639

1500000

1000000 4.869

23.186 033

500000 24.039
L

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032224 .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 2-Mercaptobenzothiazole Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.398 4.05 ng/ul 390817 Phenanthrene-d10 17.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
2 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
3 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
4 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 93
5 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 87
Abundance Scan 2603 (18.398 min): BP019959.D\data.ms (-2597) (| | m/z 166.95 100.00%
166.9
5000 J\\
69.0 — e
‘ | 2671 18.00 18.50
ob byl Ll 1 2671 3408 4311 5028 ./, g9.00  17.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #42606: 2-Mercaptobenzothiazole
167.0
5000 = e
18.00 18.50
109.0 m/z 109.00 14.77%
45,
\\'Twlﬂl‘l”\H‘llfjJL‘\ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #42610: 2-Mercaptobenzothiazole
167.0
s —
18.00 18.50
5000 m/z 107.95 13.31%
109.0
H«“RLJ*M“J! e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #42609: 2-Mercaptobenzothiazole = 7
167.0 18.00 18.50
m/z 168.00  11.83%
5000
109.0
45,
‘"‘mu“‘lﬂ‘l‘l‘“‘w_mw‘,HH_m‘w_m‘w_ — s
m/z--> 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\BP032224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032224 .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 Hexadecanoic acid, 2-methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.292 8.34 ng/ul 804047  Phenanthrene-di10 17.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 91
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 91
3 Heptane, 2,2,4-trimethyl- 142 C1eH22 014720-74-2 35
4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 35
5 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 35

Abundance Scan 2755 (19.292 min): BP019959.D\data.ms (-2750) (- m/z 57.05 100.00%

57.0
5000
239.2
— —

}m 129.1 ‘

‘ 19.00 19.50
bl | 3123 415147495306 o 10 g3.83%

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

Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester
56.0

o

5000 ‘_J‘\‘_

257.0 19.00 19.50
\ m/z 43.05 37.91%
1 MH J“J l'u \1" ‘ L \ h 9 O ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #214978: Hexadecanoic acid, 2-methylpropyl ester

=

57.0
——
19.00 19.50
5000 m/z 41.05 36.97%
239.0
e,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 “}\
Abundance #22119: Heptane, 2,2,4-trimethyl- — 1
57.0 19.00 19.50
m/z 239.20 29.53%
5000
| H 1270
e A R
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\BP032224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032224 .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 10
R.T. EstConc Area Relative to ISTD R.T.
19.663 3.07 ng/ul 303906 Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 96
2 Cyclohexadecane 224 C16H32 000295-65-8 93
3 1-Hexadecanol, acetate 284 C18H3602 000629-70-9 91
4 Heptadecyl acetate 298 C19H3802 000822-20-8 91
5 1-Hexadecanol, acetate 284 C18H3602 000629-70-9 91
Abundance Scan 2818 (19.663 min): BP019959.D\data.ms (-2815) (- m/z 43.10 100.00%
—T —
294.2 19.50 20.00
Olrrrr m L ) 22422820 357.1 4290 5219 ;g3 1p  55.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 — ——
19.50 20.00
m/z 55.05 55.07%
J‘ | 252.0
‘\\\\’\\\\‘\\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
P —
19.50 20.00
5000 m/z 69.00 50.82%
5.0
J ’ ‘ 224.0
_“‘ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179098: 1-Hexadecanol, acetate T 7
43.0 19.50 20.00
m/z 57.05 48.67%
5000
\ ‘H 111, 1960 2690
A e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032224 .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 Octadecanoic acid, 2-methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.439 4.74 ng/ul 469164  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 90
2 Tetracosanoic acid, isobutyl ester 424 C28H5602 1010405-17-3 53
3 Butyl myristate 284 C18H3602 000110-36-1 49
4 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35
5 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 35
Abundance Scan 2950 (20.439 min): BP019959.D\data.ms (-2945) (- m/z 57.05 100.00%
57.0
5000
267.3
1200 02 || asso
oAl JWWwm?_m\_Hw“_““‘?‘39“2‘499“1?4‘7‘ m/z 56.00  81.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester
56.0
5000 T
285.0 20.50
m/z 43.10 40.39%
2 a0
\“\\‘\‘\\J“}\JLWIW‘TWN\WJ\.??\'\O\f“\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315357: Tetracosanoic acid, isobutyl ester
57.0
AN
20.50
5000 m/z 41.00 34.56%
369.0
“ H““uf\M"‘1‘?‘1‘9"?‘?’?P"‘H_w”f‘%??w_w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179088: Butyl myristate P
56.0 20.50
m/z 55.05 30.13%
5000 229.0
‘ 129.0
‘H‘“U‘MWH“HH‘JHW‘“wmWuwm‘mwm_ A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50

SFAM-EPA-BP@32224.MA.M Mon Mar 25 16:53:12 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032224 .MA.M
Quant Title : SVOA CALIBRATION

TIC Library : 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 Octadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.657  20.39 ng/ul 2017550  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
3 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 87
4 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 86
5 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 86

Abundance Scan 2987 (20.657 min): BP019959.D\data.ms (-2982) (- m/z 56.05 100.00%
56.0
5000
129 0 285.3 e ——
“ ¥ 02 | ‘ 20.50 21.00
ok HW'M o t022 1 L1 355141604750 549 ./, 57 19 64.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #249002: Octadecanoic acid, butyl ester
56.0
285.0
A
5000 e —_—
129.0 20.50 21.00
‘ L m/z 43.85 46.93%
T \‘\ ‘\ [ HH“\UW\”} \“T‘\ \lgl\ ‘2\2f7\-\‘“‘1 T \‘\ ‘ I3\\4.\ ‘ \0\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #249007: Octadecanoic acid, butyl ester
56.0
]\ T ‘ T T ‘ T
20.50 21.00
5000 2850 m/z 41.10  41.34%
1290
1 Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester R e RS R
56.0 20.50 21.00
m/z 55.05 36.84%
5000
285.0
T T T
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\BP032224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032224 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.722 3.62 ng/ul 357972  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Tetradecane, 4-ethyl- 226 C1l6H34 055045-14-2 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heneicosane 296 C21H44 000629-94-7 89

Abundance Scan 2998 (20.722 min): BP019959.D\data.ms (-2994) (- m/z 57.10 100.00%
57.1

——

5000
2050 2100
7.0 . :
o_w.ﬁ“-! VIPTD 20702671 3383 4308 5030 iy 7116 69.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246480: Tetracosane
57.0
5000

20.50 21.00
m/z 43.05 60.80%

J\ | 1770 197.0 267.0 3380

[T Wf\[HH[HH‘H\\‘\‘\\‘\‘HH‘H\\‘H\\‘H\\‘\H\‘\

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

Abundance #132769: 2-Bromo dodecane
57.0
= —
20.50 21.00
5000 m/z 85.05 51.64%
169.0
B A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107225: Tetradecane, 4-ethyl- == ==
43.0 20.50 21.00
m/z 41.10 25.78%
5000
‘i %0 197.0
L) 1y L
R R R o e R aaa — =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP032224\

Data File : BP@19959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32224 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.245 2.99 ng/ul 295730  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90

000112-95-8 90
000112-95-8 87

4 Eicosane 282 (C20H42
5 Eicosane 282 C20H42

Abundance Scan 3087 (21.245 min): BP019959.D\data.ms (-3083) (- m/z 57.10 100.00%

57.1
5000

7.1
ol ALLIPIE 2080 2820 570343185028 i g110  76.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 e ==
21.00 21.50

m/z 43.10 66.54%

7.0 226.0
‘\\J\‘\“‘\‘l\\M"Pk\l\l\}l"\‘\\\‘\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0

T
21.00 21.50

5000 m/z 85.10 54.82%
\‘ ) I I Fl ‘7“0‘ ; 249'0 \W‘A—W
NERRA AR SRS SRR SR AR SRS SNBSS URARA DA BARRY
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228591: Tetradecane, 1-iodo- = T
57.0 21.00 21.50

m/z 41.05 25.16%

5000
| 27.0 197.0
|

J L1 |
—

T
m/z--> 0 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\BP@32224\

Data File : BP©19959.D

Acqg On : 22 Mar 2024 17:07

Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32224.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.816 4.52 ng/ul 447681  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 3184 (21.816 min): BP019959.D\data.ms (-3180) (- m/z 57.05 100.00%
57.0

N

5000
= .
‘ | PF7J' 207.0267.0 21.50 22.00
b i1, £90,0267.03279 4291 8347 v/, 71 05  74.94%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 \

= ‘ ‘
21.50 22.00
m/z 43.10 62.94%

|| #2790 107.0 2670  367.0

‘l -
LA L L L L L Y B L I

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

57.0

-

T ‘ ‘
21.50 22.00
5000 m/z 85.10 54.00%

| ‘ \ ¥ J‘lf 70 1970 2960

R A

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

N

Abundance #298427: Octacosane 5 ‘ ‘
57.0 21.50 22.00
m/z 55.10  21.95%
- i/ﬁ
I 2270 1970 281.0 3940
R N e A RRRR RS — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32224 .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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.457 4.35 ng/ul 430503  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Eicosane 282 C20H42 000112-95-8 94
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 93
4 Tricosane 324 C23H48 000638-67-5 93
5 Tetracosane 338 (C24H50 000646-31-1 91
Abundance Scan 3293 (22.457 min): BP019959.D\data.ms (-3289) (- m/z 57.10 100.00%
57.1
—
‘ || L7 210.0 280.0 342.9399.9 466.1 534.1 22:50
O AL e e e T e R R e m/z 71.1@ 72.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 ]
22.50
m/z 43.05 57.90%
11112270 1970 2670 380.0
\\\\‘\\\\‘f\\T‘\1f\‘f\\1‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
—
22.50
5000 m/z 85.10 49,58%
127.0
RO
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo- —
57.0 22.50
m/z 55.05 22.21%
’ 183.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Data Path : Z:
Data File : BP

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP032224\
019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32224 .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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.186 5.75 ng/ul 568609  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 3417 (23.186 min): BP019959.D\data.ms (-3413) (- m/z 57.10 100.00%

57.1
5000

23.00 23.50
127.2 207.0
o_m,m“_ﬁwm"“‘2“’77“9"“3‘5‘9‘1“4‘1‘5"‘1“““99‘9‘5“"’?“ m/z 71.10  75.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0

5000 = e
23.00 23.50

m/z 43.10 53.53%

‘\\“\\’\J\‘\\]‘]-\AZ\Z\‘(‘)\\\2\‘].\2\\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

— T
23.00 23.50

5000 m/z 85.10 50.71%
R o R R e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 23.00 23.50

m/z 55.10 18.71%

e, =

308.0

‘ T
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\BP032224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032224 .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.
24.039 5.90 ng/ul 602380  Perylene-di2 24.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3562 (24.039 min): BP019959.D\data.ms (-3556) (- m/z 57.05 100.00%
57.0
24.00 |
127.1 197.2 :
o ‘ ‘ | H‘ ok i 28103410 4290 5031 n/; 71.10  68.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl-
43.0
5000 ~— :
24.00
224.0 m/z 43.10 63.08%
‘1 3.0 ’ 295.0
\\\"\‘\‘\‘\\\‘\ll\J\%‘J\‘T\\‘\\‘\\‘\\\\“‘1\\\‘\\'\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
T \
24.00
5000 m/z 85.05 52.16%
‘ 133.0 19?.0
A lesso
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane T ‘
57.0 24.00
m/z 55.00 24.18%
[ LI F2T0 197.0 2810 3940
R e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032224\
Data File : BP019959.D

Acqg On : 22 Mar 2024 17:07
Operator : MA/JU

Sample : PB159721BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@32224.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|
2-Mercaptobenzo... 18.398 4.0 ng/ul 390817 4 17.087 1929000 20.0
Hexadecanoic ac... 19.292 8.3 ng/ul 804047 4 17.087 1929000 20.0
(DEL) Alkane: S... 19.663 3.1 ng/ul 303906 5 21.563 1978860 20.0
Octadecanoic ac... 20.439 4.7 ng/ul 469164 5 21.563 1978860 20.0
Octadecanoic ac.. 20.657 20.4 ng/ul 2017550 5 21.563 1978860 20.0
(DEL) Alkane: S.. 20.722 3.6 ng/ul 357972 5 21.563 1978860 20.0
(DEL) Alkane: S.. 21.245 3.0 ng/ul 295730 5 21.563 1978860 20.0
(DEL) Alkane: S.. 21.816 4.5 ng/ul 447681 5 21.563 1978860 20.0
(DEL) Alkane: S.. 22.457 4.3 ng/ul 430503 5 21.563 1978860 20.0
(DEL) Alkane: S.. 23.186 5.8 ng/ul 568609 5 21.563 1978860 20.0
(DEL) Alkane: S.. 24.039 5.9 ng/ul 602380 6 24.869 2043460 20.0
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