LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP@16173.D

Acqg On : 11 Jul 2023 ©00:54
Operator : MA/JU

Sample : 03404-14

Misc :

ALS Vvial : 29 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@16173.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 23 27 35 rVB 36189 55926 1.06% 0.116%
2 3.805 103 105 129 rBV 192207 520951 9.87% 1.084%
3  4.657 247 250 253 rBV5S 4866 6262 0.12% 0.013%
4 7.240 682 689 704 rBV2 241501 970402 18.39%  2.019%
5 7.357 704 709 718 rBV 231359 507823 9.62% 1.057%

6 7.569 738 745 769 rBV 362314 1000792 18.96%
7 8.022 815 822 850 rBV 274873 1004256 19.03%
8 8.798 947 954 995 rBV = 261145 1439228 27.27%
9 9.240 1023 1029 1051 rBV 281252 1019246 19.31%

9.522 1075 1077 1083 rVB5 10197 11869 0.22%
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11 9.987 1148 1156 1185 rBV3 165294 930439 17.63%
12 10.592 1251 1259 1274 rBV2 213828 980605 18.58%
13 10.851 1296 1303 1329 rVB 512401 1622666 30.75%
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14 11.087 1337 1343 1375 rBvV2 138185 812948 15.40% 691%
15 12.016 1498 1501 1509 rVB9 5109 9848  0.19% 020%
16 12.539 1585 1590 1591 rBV5 5420 7315 0.14% 0.015%
17 13.492 1746 1752 1754 rBV7 4625 8823 0.17% 0.018%
18 13.557 1759 1763 1768 rBV7 11871 21963 0.42% 0.046%
19 13.998 1833 1838 1844 rBVie 4348 10879 0.21% 0.023%

20 14.092 1847 1854 1876 rBV 938845 2504735 47.46% 5.211%

21 14.369 1894 1901 1921 rBV 1482785 2856022 54.11% 5.942%
22 14.545 1928 1931 1941 rVB 11500 25571 0.48% 0.053%
23 14.669 1946 1952 1971 rBV 1249122 2305245 43.68% 4.796%
24 15.092 2015 2024 2029 rBV3 68893 246515 4.67% ©.513%
25 15.686 2117 2125 2149 rBV 1465968 3820409 72.39%  7.948%
26 15.904 2155 2162 2183 rBv4 119922 659681 12.50% 1.372%
27 16.069 2184 2190 2201 rVB 261428 490618 9.30% 1.021%
28 16.227 2215 2217 2221 rVB5 5796 5563 0.11% ©0.012%
29 16.316 2229 2232 2236 rVB5 5747 7837 0.15% 0.016%
30 16.616 2277 2283 2288 rBV9 9115 17993 0.34% 0.037%
31 16.874 2324 2327 2330 rW5 7481 8815 0.17% ©.018%
32 16.916 2331 2334 2338 rVB6 8951 10600 0.20% 0.022%
33 17.092 2361 2364 2365 rBV3 6482 5665 0.11% 0.012%
34 17.233 2384 2388 2396 rVB9 5748 9303 0.18% ©0.019%
35 17.333 2401 2405 2410 rBVS8 6100 10564 ©.20% ©0.022%

36 17.433 2415 2422 2435 rBV 1648623 2776856 52.61% 5.777%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP@16173.D

Acqg On : 11 Jul 2023 ©00:54
Operator : MA/JU

Sample : 03404-14

Misc

ALS Vvial : 29 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 17.545 2435 2441 2471 rVB2 1386317 4156862 78.76%  8.648%
38 18.292 2562 2568 2588 rBV 223648 571565 10.83% 1.189%
39 19.351 2745 2748 2751 rBV2 35733 45394 0.86% 0.094%
40 19.521 2773 2777 2789 rBV5 79848 177878 3.37% 0.370%
41 19.715 2807 2810 2813 rVB4 22452 25599 0.49% 0.053%
42 19.774 2813 2820 2851 rBV2 2177708 5277706 100.00% 10.980%
43 20.227 2894 2897 2901 rBv2 52752 68174 1.29% 0.142%
44 20.715 2977 2980 2983 rBV 85303 90851 1.72% ©.189%
45 21.168 3054 3057 3059 rBV 107738 117440 2.23% 0.244%
46 21.221 3060 3066 3079 rVV3 302035 891844 16.90%  1.855%
47 21.551 3117 3122 3130 rBV 1095278 2653600 50.28% 5.521%
48 23.174 3395 3398 3402 rVB 165738 229195 4.34% 0.477%
49 23.827 3506 3509 3514 rVB2 201761 294749 5.58% 0.613%
50 23.904 3515 3522 3543 rVV2 1470582 4049717 76.73%  8.425%

51 24.080 3545 3552 3578 rVB 747149 2711004 51.37% 5.640%

Sum of corrected areas: 48065811
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP@16173.D

Acqg On : 11 Jul 2023 ©00:54
Operator : MA/JU

Sample : 03404-14

Misc

ALS vial : 29 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
Abundance TIC: BP016173.D\data.ms
2000000
1500000
1000000
10.851
500000 7.569
3.805 7347|8022 8.798 9:240 9.987 10592/}, g7
e 4.657 LM@ZZ N WA
0 \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP016173.D\data.ms
19.y74
2000000
17.433
14.369
1500000 15.686 17.545
14.669
1000000 14.092
500000
15.002 5'&0{{ 103378415 20727
;2016 12539 183997 13.908_14.545_ ">, BR3TH 6 BRI
- T
Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP016173.D\data.ms
23.904
2000000
21.551
1500000 04.080
1000000
7
500000
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP@16173.D

Acqg On : 11 Jul 2023 ©00:54
Operator : MA/JU

Sample : 03404-14

Misc

ALS vial : 29 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 3
R.T. EstConc Area Relative to ISTD R.T.
16.069 3.53 ng/ul 490618 Phenanthrene-d10 17.433
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
5 Benzophenone 182 C13H1e0 000119-61-9 91

Abundance Scan 2190 (16.069 min): BP016173.D\data.ms (-2184) (- m/z 105.00 100.00%

105.0
5000 182.0

16.00
o 9P ) 28163409 414.947285352 .., 76,95  69.38%
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 182.00  44.86%

027‘-0‘ 11 " \
\\\1[!\\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone

105.0

182.0 1600
5000 ITI z 51.00 27.68%
ZTO‘ I
Ot e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0 1600

m/z 49.95 10.07%

182.0
5000
obr

il I
L L B B L L B L L L R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1600
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\

Library Search Compound Report

Data File : BP@16173.D

Acqg On : 11 Jul 2023 ©00:54
Operator : MA/JU

Sample : 03404-14

Misc

ALS vial : 29

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
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.292 4.12 ng/ul 571565  Phenanthrene-d10 17.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tridecanoic acid 214 C13H2602 000638-53-9 94
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2568 (18.292 min): BP016173.D\data.ms (-2562) (- m/z 73.00 100.00%
73.0
— —
“H FLL 2131 . 18.00 18.50
ob A Mwm_Hmm?*‘3”?‘3“"’99”41‘4‘7“ 2211 n/z 60.00  88.93%
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 42.95 83.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
S —
18.00 18.50
5000 1290 m/Z 57 . 65 66. 9900
“ 213.0
(" ‘I‘NMH“‘Hm,m‘,‘um‘Hwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50
m/z 41.00 64.06%
5000 256.0
129.0
ol s asss o b
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\BP071023\
Data File : BP@16173.D

Acqg On : 11 Jul 2023 ©00:54
Operator : MA/JU

Sample : 03404-14

Misc

ALS vial : 29 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
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Peak Number 3 1-Heneicosyl formate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.221 6.72 ng/ul 891844  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 3066 (21.221 min): BP016173.D\data.ms (-3060) (- m/z 55.00 100.00%

53.0
5000

5.1
207.0
“% |, 22[0 2830 357.0416.0 490.9548.

0“H‘p b e P e P e T m/z 57.00 98.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 T ——
21.00 21.50
125.0 m/z 43.00 94.97%
O‘\\\ ’\Il\‘1\\‘1‘\‘\\‘\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
—— —
21.00 21.50
5000 ITI/Z 83.00 90.66%
psdlllf[[gsa0 ze0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 == T
57.0 21.00 21.50
m/z 69.00 83.50%
5000
125.0
o bl ”‘\'“;-95'03?8'0““‘ — —
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\BP071023\
Data File : BP@16173.D

Acqg On : 11 Jul 2023 ©00:54
Operator : MA/JU

Sample : 03404-14

Misc

ALS vial : 29 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 4 Tetradecane, 1l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.827 2.17 ng/ul 294749  Perylene-di2 24.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
2 Nonadecane 268 C19H40 000629-92-5 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 83
Abundance Scan 3509 (23.827 min): BP016173.D\data.ms (-3506) (- m/z 57.00 100.00%
57.0
5000 ﬂme\wﬁJ\\ywwwﬁ“ux
‘ 23.50 24.00
127.2 207.0 281.0 : N
OH\\‘\“\W“\“L bbb 00 3861 42084913548 /7 71.e5  69.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 = s
23.50 24.00
m/z 43.00 64.58%
155.0
O\\\L"H\A‘T“‘g1\\\\1‘”\\\\H\\\\‘\\\\‘3\2\4\"\0‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
— ——
23.50 24.00
5000 ITI/Z 85.10 49,53%
L1227 97,0 2680
O e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T —
57.0 23.50 24.00
m/z 55.00 24.86%
- \AWJL&
0 ‘w‘\ \‘\ J\ l’:LIFA?.\O‘ ‘1.970 267.0 367.0
R o A R e e RS — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP@16173.D

Acqg On : 11 Jul 2023 00:54
Operator : MA/JU

Sample : 03404-14

Misc

ALS Vvial : 29 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 16.069 3.5 ng/ul 490618 4 17.433 2776860 20.0
n-Hexadecanoic ... 18.292 4.1 ng/ul 571565 4 17.433 2776860 20.0
1-Heneicosyl fo... 21.221 6.7 ng/ul 891844 5 21.551 2653600 20.0
Tetradecane, 1-... 23.827 2.2 ng/ul 294749 6 24.080 2711000 20.0
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