LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016129.D

Acqg On : 09 Jul 2023 12:50
Operator : MA/JU

Sample : 03356-07

Misc :

ALS Vvial : 52 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@16129.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.305 16 20 24 rBV 97761 133946 1.94% 0.150%
2 3.346 24 27 43 rVB 111168 173686 2.51% 0.194%
3 3.793 100 103 125 rBV 964083 1735226 25.12% 1.939%
4 4,111 154 157 165 rVB 21756 38695 0.56% 0.043%
5 4.652 245 249 256 rBV2 36528 55320 0.80% 0.062%
6 7.211 676 684 701 rBV 695792 2284068 33.07% 2.552%
7 7.3406 701 706 713 rBV 878412 1510660 21.87% 1.688%
8 7.546 735 741 766 rBV 1068997 2262684 32.76% 2.528%
9 8.011 814 820 848 rBV 934206 2337867 33.84% 2.612%
10 8.764 941 948 986 rBV 937091 2956186 42.80%  3.303%
11  9.216 1017 1025 1055 rBV 860630 2362759 34.20% 2.640%
12 9.534 1075 1079 1085 rVB6 8629 13985 0.20% 0.016%
13 9.946 1142 1149 1178 rBV 593684 2026296 29.33% 2.264%
14 10.528 1241 1248 1271 rBV 564007 2483875 35.96% 2.775%
15 10.846 1294 1302 1319 rVB 1456480 3345737 48.43% 3.738%
16 11.040 1328 1335 1379 rBV 576935 2579088 37.34%  2.881%
17 12.022 1496 1502 1506 rBV7 4656 8109 0.12% 0.009%
18 12.51@ 1578 1585 1595 rVV6 15270 45255 0.66% ©0.051%
19 12.704 1612 1618 1619 rBV6 3589 6935 0.10% 0.008%
20 13.275 1711 1715 1717 rBV5 5807 7263 0.11% 0.008%
21 13.481 1744 1750 1754 rBV9 5576 10990 0.16% 0.012%
22 13.551 1757 1762 1772 rVV2 27887 69034 1.00% 0.077%
23 13.675 1781 1783 1790 rVV8 7418 15181 0.22% 0.017%
24 14.004 1835 1839 1844 rBV4 5445 9613 0.14% 0.011%
25 14.087 1846 1853 1881 rBV 1929609 4316872 62.49% 4.823%
26 14.299 1885 1889 1893 rBV3 10402 17174 0.25% 0.019%
27 14.363 1893 1900 1920 rBV 2901471 5135319 74.34% 5.737%
28 14.540 1927 1930 1941 rVB3 17521 33702 0.49% 0.038%
29 14.669 1945 1952 1972 rBV 2663746 4373885 63.32% 4.886%
30 15.016 2000 2011 2053 rBV3 194006 1499842 21.71% 1.676%
31 15.434 2079 2082 2088 rVB5 14276 24359  0.35% 027%
32 15.493 2088 2092 2098 rVB4 15198 27262 0.39% 030%

33 15.675 2116 2123 2140 rBV 2931767 6213031 89.94%
34 15.863 2149 2155 2180 rBV 393404 1556434 22.53%
35 16.045 2181 2186 2208 rVB 961483 1630324 23.60%
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36 16.316 2229 2232 2235 rBv4 10462 13124 0.19% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016129.D

Acqg On : 09 Jul 2023 12:50
Operator : MA/JU

Sample : 03356-07

Misc :

ALS Vvial : 52 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 16.345 2235 2237 2243 rVB7 15937 24609 0.36% 0.027%
38 16.598 2275 2280 2290 rBV 213486 331913 4.80% 0.371%
39 16.840 2316 2321 2331 rBV5S 38242 80754 1.17% 0.090%
40 16.916 2332 2334 2338 rVB4 8131 8816 ©0.13% 0.010%
41 17.098 2361 2365 2369 rBVve 22003 31713 0.46% 0.035%
42 17.181 2377 2379 2385 rBV6 6922 10770 0.16% 0.012%
43 17.322 2400 2403 2409 rVB7 12508 18803 0.27% 0.021%
44 17.434 2416 2422 2434 rBV 3094252 4811929 69.66% 5.376%
45 17.545 2434 2441 2466 rVV2 2524465 6250134 90.48% 6.983%
46 18.069 2528 2530 2535 rVB6 10702 10452 0.15% 0.012%
47 18.169 2542 2547 2555 rBv4 49186 88359 1.28% 0.099%
48 18.292 2562 2568 2578 rBV 725374 1408996 20.40% 1.574%
49 19.351 2744 2748 2751 rBv2 54132 74131 1.07% 0.083%
50 19.404 2754 2757 2759 rBV4 25701 35015 0.51% 0.039%
51 19.522 2773 2777 2789 rBV3 160980 331657 4.80% 0.371%
52 19.769 2813 2819 2848 rBV 3048649 6907699 100.00% 7.717%
53 21.222 3061 3066 3079 rBV2 305006 808820 11.71%  0.904%
54 21.545 3116 3121 3144 rBV 1879838 4701287 68.06% 5.252%
55 22.751 3321 3326 3332 rVB 1486445 2019823 29.24% 2.257%
56 23.898 3514 3521 3538 rBV2 2336234 5724988 82.88% 6.396%

57 24.069 3543 3550 3575 rVB 1292988 4516321 65.38% 5.046%

Sum of corrected areas: 89510775
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16129.D

Acqg On : 09 Jul 2023 12:50
Operator : MA/JU

Sample : 03356-07

Misc

ALS Vvial : 52  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: BP016129.D\data.ms
3000000

2500000

2000000

10.846

1500000
7.546

3.793
1000000 7.340 8.011 8.764 0.216
7.21
9.946 10.528 [11.040
500000
BB
4111 4.652 9.534

Time--> 350 4. OO 4. 50 5. OO 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: BP016129.D\data.ms
3000000 14.363 15.675

14.669

o

17.434 19.Y69

1y.545
2500000

2000000 14.087
1500000

1000000 16.045

15.016 16.598
2.022 12.520704 13.2%81856754.0 [\ 1554893 1626 | 1868990383

Time--> 12.00 1250 13.00 13.50 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: BP016129.D\data.ms

23.898
3000000

500000 5.86
5J

2500000 21545

22.751

2000000 4069

1500000

1000000

21.222
500000

0\ L ‘ T T ’ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T
Time--> 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\BP070823\
Data File : BP@16129.D

Acqg On : 09 Jul 2023 12:50
Operator : MA/JU

Sample : 03356-07

Misc

ALS Vvial : 52  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.
16.046 7.45 ng/ul 1630320  Acenaphthene-d10 14.669
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 2186 (16.045 min): BP016129.D\data.ms (-2181) (- m/z 104.95 100.00%

105.0
5000 182.1
RN
39 16.00
Ofrorebide b A 28183447 4149 5069 n/z 77.00  72.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 — ‘
16.00
m/z 182.10 46.78%
270 i L I
\\\1‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
\
1600
5000 182.0 ITI/Z 50.95 29.33%
27.0“ il i I
A R RN R e e N R R AR ARE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone T
105.0 1600
49.95 9.69%
182.0
5000
‘m ]
e

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 : BP016129.D

Acqg On : 09 Jul 2023 12:50

Operator : MA/JU

Sample : 03356-07

Misc

ALS Vvial : 52  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 2 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.292 5.86 ng/ul 1409000 Phenanthrene-d10 17.434
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 95

Abundance Scan 2568 (18.292 min): BP016129.D\data.ms (-2562) (-  m/z 73.00 100.00%

73.0
5000
213 1 U R
“’ 18.00 18.50
- "\Hw‘Mwm‘2?3‘93“‘19”‘4‘2‘5‘?““9%““”_ m/z 43.00  89.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
2
43.0 256.0
5000 = —

129.0 18.00 18.50
m/z 60.00 86.24%
Mmmm«\}Qﬁb

‘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

—— =
18.00 18.50
5000 129.0 m/z 41.00 69.42%

213.0

| mhhv‘\\\\‘ |

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 55.00 67.89%
5000 256.0
129.0
_M J“”\whx’r?‘.‘-bw‘ e N e
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@16129.D

Acqg On : 09 Jul 2023 12:50
Operator : MA/JU

Sample : 03356-07

Misc

ALS Vvial : 52  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 4
R.T. EstConc Area Relative to ISTD R.T.
21.222 3.44 ng/ul 808820  Chrysene-di2 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Nonacos-1-ene 406 C29H58 018835-35-3 91
5 1-Tetracosene 336 C24H48 010192-32-2 91

Abundance Scan 3066 (21.222 min): BP016129.D\data.ms (-3061) (-  m/z 55.00 100.00%
59.0

%

5000
1%51
281.1 21.00 21.50
207.0
ow‘,u‘mJ‘fm‘m_m"Hw‘m"‘?“5‘5“1‘4‘1‘5“9_499‘5‘5‘4?“ m/z 57.00  98.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
5000 — ——

21.00 21.50
m/z 43.05 97.13%

wopl {111 Lﬂ?” 222.0280.0

e
‘\\\’\f\\‘\\\f\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0
— —
21.00 21.50
5000 m/z 83.00 91.33%
196.0
L ’J H“ oL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol T T
55.0 21.00 21.50
m/z 69.00 81.33%
5000
5.0
hh\ 1\ ‘\ s 196.0 266.0
e e e e e e —— ——
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@16129.D

Acqg On : 09 Jul 2023 12:50
Operator : MA/JU

Sample : 03356-07

Misc

ALS Vvial : 52  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 Supraene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

22.751 8.59 ng/ul 2019820  Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
3 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 83
4 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 83
5 2,6,10,14-Hexadecatetraen- 1 ol, ... 332 C22H3602 061691-98-3 78

Abundance Scan 3326 (22.751 min): BP016129.D\data.ms (-3321) (- m/z 69.00 100.00%
69.0

5000
—— —
137.0 2250 23.00
O bilyily 2031 273.1 3411 4103 489.1545¢ ./, g1 o9  48.16%
miz—> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000

——
22 50 23.00
m/z 41.00 24.71%

137.0
ubily1], 203.0 273.0 341.0 410.0
\\\\‘\ \\‘11!\‘\\11‘\\!\‘1\\\‘\\\!‘\\\\‘f\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0

22 50 23 00
\ 137.0
il 2roms0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosay
69.0 22 50 23 00

m/z 68.00 11.96%

5000

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22 50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016129.D

Acqg On : 09 Jul 2023 12:50
Operator : MA/JU

Sample : 03356-07

Misc

ALS Vvial : 52  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 16.046 7.5 ng/ul 1630320 3 14.669 4373890 20.0
n-Hexadecanoic ... 18.292 5.9 ng/ul 1409000 4 17.434 4811930 20.0
Behenic alcohol 21.222 3.4 ng/ul 808820 5 21.545 4701290 20.0
Supraene 22.751 8.6 ng/ul 2019820 5 21.545 4701290 20.0
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