LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016102.D

Acqg On : 08 Jul 2023 20:58
Operator : MA/JU

Sample : 03332-11

Misc :

ALS Vvial : 25 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@16102.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 24 27 33 rVB 37664 54281 1.07% 0.107%
2 3.805 102 105 124 rBV 276330 659911 13.07% 1.303%
3 4.110 155 157 165 rVB4 12045 19279 0.38% 0.038%
4 4.540 228 230 233 rvB2 9693 9469 0.19% 0.019%
5 6.110 494 497 500 rBV5 3599 5505 0.11% 0.011%
6 7.246 682 690 705 rBV 233016 885113 17.53% 1.748%
7 7.363 705 710 719 rBV 215575 480849 9.52% 0.950%
8 7.575 740 746 774 rVB 338529 987319 19.55% 1.950%
9 8.028 816 823 846 rBvV 343835 1207360 23.91% 2.384%
10 8.798 946 954 988 rBv2 271935 1313457 26.01% 2.594%
11  9.245 1023 1030 1062 rBV 281834 1022556 20.25% 2.019%
12 9.534 1074 1079 1088 rVB7 9532 19560 0.39% 0.039%
13 9.992 1147 1157 1185 rBv2 162953 873206 17.29% 1.725%
14 10.587 1251 1258 1276 rBV2 189645 934153 18.50%  1.845%
15 10.857 1297 1304 1326 rVB 620084 1856153 36.76% 3.666%
16 11.081 1335 1342 1374 rBV 206327 1100149 21.79% 2.173%
17 12.533 1583 1589 1590 rBV6 6149 8866 ©0.18% ©0.018%
18 13.492 1749 1752 1758 rBVS8 6864 12987 0.26% 0.026%
19 13.569 1760 1765 1775 rVB1e 10181 24871 0.49% 0.049%
20 14.010 1837 1840 1847 rVB9 3316 5651 0.11% 0.011%
21 14.104 1847 1856 1877 rBV 901443 2369472 46.92% 4.680%
22 14.375 1895 1902 1928 rBV 1404440 2684895 53.17% 5.302%
23 14.557 1931 1933 1938 rVB6 12439 16483 0.33% 0.033%
24 14.680 1947 1954 1974 rBV 1482843 2693491 53.34% 5.319%
25 14.986 2003 2006 2013 rVBS8 3155 5526 ©0.11% 0.011%
26 15.086 2015 2023 2024 rBV3 57780 112127 2.22% 0.221%
27 15.451 2081 2085 2089 rVB6 6526 9656 0.19% 0.019%
28 15.510 2091 2095 2101 rVB8 10614 18123 0.36% 0.036%
29 15.692 2119 2126 2146 rBV 1405048 3488453 69.08% 6.889%
30 15.916 2157 2164 2184 rBV6 98566 543241 10.76% 1.073%
31 16.069 2184 2190 2206 rVB 406054 809564 16.03%  1.599%
32 16.321 2229 2233 2238 rVB4 10456 13815 0.27% 0.027%
33 16.486 2258 2261 2265 rVB6 4510 6683 0.13% 0.013%
34 16.757 2304 2307 2310 rBV5 6351 6767 ©0.13% 0.013%
35 16.886 2324 2329 2332 rBV7 5294 10350 0.20% 0.020%
36 16.921 2333 2335 2339 rVB4 7239 7870 0.16% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016102.D

Acqg On : 08 Jul 2023 20:58
Operator : MA/JU

Sample : 03332-11

Misc :

ALS Vvial : 25 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 17.110 2363 2367 2371 rW7 8710 17456 0.35% 0.034%
38 17.145 2371 2373 2378 rVB6 4406 5564 0.11% 0.011%
39 17.239 2386 2389 2393 rVB5 6789 9613 0.19% 0.019%
40 17.445 2417 2424 2436 rBV 1881422 3320226 65.75% 6.557%
41 17.557 2436 2443 2467 rVB2 1257242 3819062 75.63% 7.542%
42 18.298 2564 2569 2581 rBV 192107 472245 9.35% 0.933%
43 19.357 2746 2749 2752 rBvV3 31072 40157 0.80% 0.079%
44 19.527 2774 2778 2790 rBv4 61717 156742 3.10% 0.310%
45 19.774 2814 2820 2845 rBV 2098895 5049647 100.00%  9.973%
46 20.239 2895 2899 2903 rBV2 72839 101937 2.02% 0.201%
47 20.721 2978 2981 2984 rBV 102480 112537 2.23% 0.222%
48 21.174 3055 3058 3061 rBV 130110 138937 2.75% 0.274%
49 21.227 3061 3067 3078 rVV2 375201 974872 19.31% 1.925%
50 21.551 3116 3122 3131 rBV 1583764 3646217 72.21% 7.201%
51 22.092 3211 3214 3219 rVB2 149901 189747 3.76%  0.375%
52 23.839 3507 3511 3515 rBV 261197 437064 8.66% 0.863%
53 23.903 3516 3522 3543 rVV2 1634371 4292023 85.00% 8.476%
54 24.080 3545 3552 3575 rVB 1087931 3573302 70.76% 7.057%

Sum of corrected areas: 50634559
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16102.D

Acqg On : 08 Jul 2023 20:58
Operator : MA/JU

Sample : 03332-11

Misc

ALS vial : 25 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: BP016102.D\data.ms
2000000
1500000
1000000
10.857
500000
7.575 8.028
3.805 8.798 9.245
7.2463 0992 10.587 11.081
3.346 4.110 4.540 6.110 J\ 9.534
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 1050 11.00 11.50
Abundance TIC: BP016102.D\data.ms
19.774
2000000 17.445
14.
1500000 14.375 680 15.692
1.557
1000000 14.104
500000 16.069
18.298 20.239
5.91 1958927
. 12.533 1331589 14.010_ 14.557 1498885545 16 831 36 IFGREATLEY
T T T T T T T T T T T T T
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP016102.D\data.ms
23.903
21.551
2000000
4.080
1500000
1000000 23.839
21.227 zz.w
21.1v4
500000 0721
0\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 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\BP070823\
Data File : BP@16102.D

Acqg On : 08 Jul 2023 20:58
Operator : MA/JU

Sample : 03332-11

Misc

ALS vial : 25 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 2
R.T. EstConc Area Relative to ISTD R.T.
16.069 4.88 ng/ul 809564  Phenanthrene-di10 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 72
Abundance Scan 2190 (16.069 min): BP016102.D\data.ms (-2184) (- m/z 105.00 100.00%
105.0
5000 182.1 /\\\
U T
16.00
0p 0P i e 29103117 4008 4892547y 7 76.95  72.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 T
1600
m/z 182.05 45.81%
270 I v
\\\1‘\\\\‘\\\\‘\\!\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
\
1600
5000 1820 m/z 51.00 30.097%
27.0“ i i I
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 8.97%
182.0
5000
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\BP070823\
Data File : BP@16102.D

Acqg On : 08 Jul 2023 20:58
Operator : MA/JU

Sample : 03332-11

Misc

ALS vial : 25

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 3

R.T. EstConc Area Relative to ISTD R.T.
18.298 2.84 ng/ul 472245  Phenanthrene-d10 17.445
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 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tetradecanoic acid 228 C14H2802 000544-63-8 94
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90

Abundance Scan 2569 (18.298 min): BP016102.D\data.ms (-2564) (-
73.0

m/z 73.00 100.00%

5000

:

“’ PL 2131 seas ‘ 18.00 18.50
o H\Wmﬂ“mm‘?59"9‘”“"“4‘1‘4-‘9“4@9@3?471- m/z 43.00 83.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
1
430 256.0
5000 e —

129.0 18.00 18.50
m/z 59.95 83.33%
MMMm«\}?ﬂb

‘H\‘ I H‘H\WHH‘H‘H‘HH‘HH‘\H\“H\‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid

o —
Q
o

—
18.00 18.50
5000 129.0 m/z 41.00  65.89%

213.0

| “H\H.M\M |

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
m/z 57.00 65.40%
5000 256.0
129.0
_M Jm.'m.l“%?‘.‘-b“‘ S ol
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\BP070823\
Data File : BP@16102.D

Acqg On : 08 Jul 2023 20:58
Operator : MA/JU

Sample : 03332-11

Misc

ALS vial : 25 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 3 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.227 5.35 ng/ul 974872  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Tricosene 322 C23H46 018835-32-0 91
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3067 (21.227 min): BP016102.D\data.ms (-3061) (- m/z 55.00 100.00%
[ =1 =

55.0
5000

0 L HJ‘“H" \.‘ 267.0 356.0417.0476.9535.1
e bt e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0

5000

‘\\\‘\1\‘\\\f‘\\\\’\\\\[\\f\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227234: 1-Tricosene
43.0

T
21.00 21.50

5000 111.0 m/z 83.00 92.16%

“\}5;820 322.0
e A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#269867: 2- Chloropropionic acid, octadecyl ester T
57.0 21.00 21.50

5000

\‘H |

T 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\BP070823\
Data File : BP@16102.D

Acqg On : 08 Jul 2023 20:58
Operator : MA/JU

Sample : 03332-11

Misc

ALS vial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.839 2.45 ng/ul 437064  Perylene-di12 24.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Docosane, 5-butyl- 366 C26H54 055282-16-1 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3511 (23.839 min): BP016102.D\data.ms (-3507) (- m/z 57.00 100.00%
57.0
5000 WWMVA/\x\VMAMwJ\
2350 2400
1 209.0 281.0 : :
0 H‘_W_ﬂWH_‘H_‘““3‘4‘1‘9“‘4?9“1‘499_154?3 m/z 71.00  67.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 = —
23.50 24.00
m/z 43.05 60.20%
L J lo70 2820
\\f‘\\\\‘\\\f‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
P e
23.50 24.00
5000 m/z 85.05 47 .69%
[l 2 2100 2810
““H“H“‘ R R R RRRRRRRRARRRER
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275542: Docosane, 5-butyl- T —
43.0 23.50 24.00
m/z 55.00 23.36%
5000
126.0
309.0
111 18302400 | 3660
e e e e e e P o
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\BP070823\
Data File : BP016102.D

Acqg On : 08 Jul 2023 20:58
Operator : MA/JU

Sample ¢ 03332-11

Misc

ALS Vvial : 25 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 4.9 ng/ul 809564 4 17.445 3320230 20.0
n-Hexadecanoic ... 18.298 2.8 ng/ul 472245 4 17.445 3320230 20.0
Behenic alcohol 21.227 5.3 ng/ul 974872 5 21.551 3646220 20.0
(DEL) Alkane: S... 23.839 2.5 ng/ul 437064 6 24.080 3573300 20.0
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