LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP016168.D

Acqg On : 10 Jul 2023 22:05
Operator : MA/JU

Sample : 03404-09

Misc :

ALS Vvial : 24 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: BPO16168.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.340 23 26 31 rBV2 19885 31059 0.88% 0.088%
2 3.823 107 108 125 rBV 62880 179415 5.07% 0.508%
3 6.069 486 490 491 rBvV4 4188 5726 ©.16% 0.016%
4 6.117 494 498 499 rBV4 6019 8100 0.23% 0.023%
5 7.252 684 691 706 rBV 145724 620243 17.54% 1.757%

6 7.375 707 712 739 rVWW 163091 591779 16.74%
7 7.581 741 747 768 rVW 230279 658086 18.61%
8 8.028 816 823 852 rBV 233072 881593 24.94%
9 8.416 887 889 893 rvVB5 3008 3763 0.11%

8.816 950 957 998 rBv2 160540 978448 27.68%
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11 9.258 1025 1032 1051 rBV 174196 664537 18.80%
12 9.522 1075 1077 1081 rVB5 6217 7289 0.21%
13 10.010 1150 1160 1194 rBV5 101371 633659 17.92%
14 10.610 1253 1262 1290 rBV2 135240 848978 24.01%
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15 10.852 1296 1303 1326 rVB 438929 1366022 38.64% 870%
16 11.104 1338 1346 1369 rBV2 99876 586170 16.58% 1.661%
17 11.534 1417 1419 1425 rVVe 2317 4530 0.13% 0.013%
18 12.534 1584 1589 1593 rBV7 5265 10940 ©0.31% 0.031%
19 12.604 1600 1601 1606 rVB5 3417 3699 0.10% 0.010%
20 13.022 1668 1672 1673 rBv4 2815 3831 0.11% 0.011%
21 13.134 1689 1691 1695 rBV5 2452 3903  0.11% 0.011%
22 13.246 1706 1710 1711 rBV4 2954 3814 0.11% 0.011%
23 13.487 1748 1751 1755 rBV5 3497 5160 ©.15% 0.015%
24 13.557 1755 1763 1773 rBV6 14262 35103 ©.99% 0.099%
25 14.010 1836 1840 1842 rBV5 3187 4064 0.11% 0.012%

26 14.098 1849 1855 1881 rBV 613979 1626753 46.01%
27 14.375 1894 1902 1927 rBvV2 914381 1948763 55.12%
28 14.675 1946 1953 1977 rBV 1067395 2039589 57.69%
29 15.151 2024 2034 2036 rBV6 34018 82917 2.35%
30 15.387 2072 2074 2079 rVB6 3551 4802 0.14%
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31 15.687 2118 2125 2151 rBV 957652 2583531 73.08%
32 15.945 2162 2169 2180 rBV9 59684 259750 7.35%
33 16.069 2185 2190 2206 rVB 193996 468154 13.24%
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34 16.287 2225 2227 2229 rBV3 3179 3591 0@.10% 010%
35 16.316 2230 2232 2237 rVB6 5458 5918 0.17% 017%
36 16.616 2279 2283 2289 rVB5 14812 26106 0.74% 0.074%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP016168.D

Acqg On : 10 Jul 2023 22:05
Operator : MA/JU

Sample : 03404-09

Misc :

ALS Vvial : 24 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 16.875 2322 2327 2332 rBV9 4993 9985 ©0.28% 0.028%
38 16.916 2332 2334 2337 rVB4 3760 4508 ©0.13% 0.013%
39 17.092 2362 2364 2367 rVWV4 5100 6162 0.17% 0.017%
40 17.181 2377 2379 2382 rBv4 3709 4817 0.14% 0.014%
41 17.239 2387 2389 2392 rVVv4 4736 4182 0.12% 0.012%
42 17.439 2417 2423 2436 rBV 1357650 2406552 68.07% 6.818%
43 17.551 2436 2442 2469 rVB2 912913 2740458 77.52% 7.764%
44 18.286 2562 2567 2579 rBV 186901 414896 11.74% 1.175%
45 18.681 2631 2634 2637 rVB5 10353 11273 0.32% 0.032%
46 19.133 2707 2711 2722 rBv2 62878 105778 2.99% 0.300%
47 19.357 2745 2749 2751 rBV4 26928 39542 1.12% 0.112%
48 19.510 2771 2775 2783 rBv4 112981 215104 6.08% 0.609%

49 19.775 2814 2820 2848 rBV 1556060 3535285 100.00% 10.016%

50 21.222 3060 3066 3075 rBV3 231872 626574 17.72%  1.775%
51 21.545 3116 3121 3130 rBV2 1076768 2571482 72.74% 7.285%
52 23.827 3506 3509 3515 rVB 220386 330607 9.35% 0.937%
53 23.904 3516 3522 3540 rVB2 993740 2567781 72.63% 7.275%
54 24.080 3545 3552 3580 rVB 672356 2512317 71.06% 7.118%

Sum of corrected areas: 35297088
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP016168.D

Acqg On : 10 Jul 2023 22:05

Operator : MA/JU

Sample : 03404-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BP016168.D\data.ms

10.852

75581 8.028

10.610 111.104

8.340 3.823

10.010

0

60607

7.3537 8.816 9.258
8.416 .

Time-->

350 4.00 450 5.00

550 6.00 650 7.00 750 8.00

850 9.00 9.50

10.00 10.50 11.00 11.50

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BP016168.D\data.ms

14.675

14.375 15.687

14.098

16.069

122560413 G2ABA87 14.0

5.9
;@;3§zj 26 S 1EWERRZ

17.439

7.551

18.286

18.

19.¥75

1o 19.510
681 K335

0
Time-->

12.00 12.50 13.00 13.50 14.00

15
AL ‘

1450 15.00 15.50 16.00 16.50

17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BP016168.D\data.ms

23.904

21.545

4.080

———o

21.222

J\AMJLWAW%A

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\BP071023\
Data File : BP016168.D

Acqg On : 10 Jul 2023 22:05
Operator : MA/JU

Sample : 03404-09

Misc

ALS Vvial : 24 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 3.89 ng/ul 468154  Phenanthrene-d10 17.439
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 87
Abundance Scan 2190 (16.069 min): BP016168.D\data.ms (-2185) (- m/z 104.95 100.00%
105.0
5000 182.0 /k
T T
39 16.00
OfrooPed by 2821 3708430.1489.75481 /7 77,00  72.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 T :
16.00
m/z 182.00  49.69%
27.0 1 |
O \\‘\‘\‘\\l\\‘\\\\r\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
T \
16.00
5000 1820 m/z 50.95 28.92%
0 271.0\ 11 " \
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone T
105.0 16.00
m/z 50.00 9.33%
182.0
5000
Ofrrrr e b e e e e e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\

Library Search Compound Report

Data File : BP@16168.D

Acqg On : 10 Jul 2023 22:05
Operator : MA/JU

Sample : 03404-09

Misc

ALS vial : 24

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.
18.287 3.45 ng/ul 414896  Phenanthrene-d10 17.439
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 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 2567 (18.286 min): BP016168.D\data.ms (-2562) (- m/z 72.95 100.00%
3.0
5000 WVANNMM%MMkoWW%N¢JWW
—— —
e T 800 B
Ol MM LT Ly ) 28203308 41594761 5491 /7 43 00 83.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 Rl =
129.0 18.00 18.50
m/z 60.00 80.68%
O‘\\\‘“H !mm“!“\\’\}?ﬂb
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
5000 256.0 ITI/Z 41.00 72.33%
129.0
o ML 3000,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T —
60.0 18.00 18.50
m/z 55.00 65.32%
5000 129.0
“ 213.0
o) — ‘l“u“\w“,\‘HWM\HH‘mWm_m_m_‘w — R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP062623.MA.M Tue Jul 11 13:09:56 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP016168.D

Acqg On : 10 Jul 2023 22:05
Operator : MA/JU

Sample : 03404-09

Misc

ALS Vvial : 24 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.222 4.87 ng/ul 626574  Chrysene-di12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 94
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 3066 (21.222 min): BP016168.D\data.ms (-3060) (- m/z 55.00 100.00%

58.0
5000

i —
\1%[50 20702670 341.9 415.0 2100 2150
o bbb ] 2570 3319 415047605352 /0" 43 09 97.30%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227234: 1-Tricosene
43.0

5000 111.0 LI T
21.00 21.50

m/z 57.00 93.08%

o L as20 220
‘\\1‘\\\\’\\\1‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano

55.0

—— —
21.00 21.50
5000 m/z 83.00 85.15%
125.0
AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227237: 9-Tricosene, (2)- — T
53.0 21.00 21.50

m/z 69.00 79.14%

5000
125.0
322.0
UL 1950 2620

O R L PR 2250 e —
miz-> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

t Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\

BP016168.D

: 10 Jul 2023 22:05
: MA/JU
. 03404-09

: 24 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.827  2.63 ng/ul 336667 perylene-di2 24.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 22 CooHa2 060112-95-8 94

2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3509 (23.827 min): BP016168.D\data.ms (-3506) (- m/z 57.00 100.00%
57.0

-

5000
2350  24.00
7.1 207.0 ‘ . .
o‘H‘L‘LﬂﬁﬁwpquhH??§9‘H§ﬁ§ﬁ‘ﬁg%%ﬂ§ﬁ9?ﬁﬁc m/z 71.00  74.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 — —
23.50 24.00
m/z 43.00 65.65%
7.0
L2 7o e
0\\‘\‘\\I\\‘\\J\‘\fﬂ\'\\‘\‘\‘\\W\\\l\\\\\\\\\\\\\\\\\\\\\\
I \ \ I I I I \ 1 \ I

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

-

Abundance #211086: Tridecane, 1-iodo-
57.0
— —r
23.50 24.00
5000 ITI/Z 85.05 51.33%
183.0
ST N1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane — —
57.0 23.50 24.00
m/z 55.00 25.73%
- Mw~w»wnMNJ\“mwwmwme
169.0
L S 2 Y T B
m/z--> 0 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 : BP016168.D

Acqg On : 10 Jul 2023 22:05
Operator : MA/JU

Sample : 03404-09

Misc

ALS Vvial : 24 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 3.9 ng/ul 468154 4 17.439 2406550 20.0
n-Hexadecanoic ... 18.287 3.5 ng/ul 414896 4 17.439 2406550 20.0
(DEL) Alkane: S... 21.222 4.9 ng/ul 626574 5 21.545 2571480 20.0
(DEL) Alkane: S... 23.827 2.6 ng/ul 330607 6 24.080 2512320 20.0
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