LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP@16176.D

Acqg On : 11 Jul 2023 02:35
Operator : MA/JU

Sample : 03404-17

Misc :

ALS Vvial : 32 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: BPO16176.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 33 rVB 38628 57685 1.10% 0.115%
2 3.805 103 105 121 rBV 159094 394643 7.55% 0.786%
3 7.240 681 689 704 rBV 245154 997572 19.10% 1.987%
4 7.358 704 709 719 rBV 244751 558493 10.69% 1.112%
5 7.569 738 745 774 rVB 380684 1085243 20.78% 2.161%

6 8.022 816 822 849 rBV2 305331 1107454 21.20% 2
7 8.799 945 954 996 rBV2 266845 1483240 28.39% 2
8 9.240 1022 1029 1061 rBV 297698 1139784 21.82%  2.270%
9 9.522 1074 1077 1085 rVB8 10738 20851 0.40% ©
9.987 1148 1156 1186 rBV3 161223 957746 18.33% 1

11 10.593 1252 1259 1294 rBV2 212639 1321010 25.29% 2.631%
12 10.852 1296 1303 1328 rVB 565030 1803695 34.53% 3.592%
13 11.099 1338 1345 1373 rBV3 124276 734300 14.06% 1.462%

14 12.540 1584 1590 1597 rBVi1e 8037 23350 0.45% 0.046%
15 12.610 1601 1602 1608 rVB6 4121 5487 ©.11% 0.011%
16 13.493 1747 1752 1754 rBV5 4698 6939 0.13% 0.014%
17 13.557 1759 1763 1773 rVB3 12985 29339 0.56% 0.058%
18 13.669 1781 1782 1787 rBV5 2716 5374 ©.10% 0.011%
19 14.010 1835 1840 1842 rBV6 4504 5911 0.11% 0.012%
20 14.099 1848 1855 1887 rBV 924113 2564262 49.09% 5.106%
21 14.369 1894 1901 1929 rBV 1509104 3015548 57.73% 6.005%
22 14.546 1929 1931 1937 rVB7 7475 13453 0.26% 0.027%
23 14.669 1946 1952 1975 rBV 1341603 2520084 48.24% 5.018%
24 15.087 2015 2023 2026 rBV5 65759 171597 3.28% ©.342%
25 15.681 2117 2124 2153 rBV 1441617 3897247 74.61% 7.761%
26 15.904 2155 2162 2185 rVv4 125925 713406 13.66% 1.421%
27 16.069 2185 2190 2210 rVB 259366 528267 10.11% 1.052%
28 16.316 2230 2232 2235 rVB4 8977 8580 0.16% 0.017%
29 16.481 2256 2260 2263 rBV6 3566 6008 0.12% 0.012%
30 16.616 2277 2283 2286 rBV5 11331 20424 0.39% 0.041%
31 16.751 2303 2306 2308 rBV4 5339 5241 0.10% ©0.010%
32 16.810 2314 2316 2320 rVB5 3855 5604 0.11% 0.011%
33 16.869 2324 2326 2330 rVwv4 6437 9274 0.18% 0.018%
34 16.910 2331 2333 2337 rVB5 5780 7760 0.15% 0.015%
35 17.098 2361 2365 2370 rBVS8 8435 17873 0.34% 0.036%
36 17.140 2370 2372 2376 rVB5 6807 5814 0.11% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP@16176.D

Acqg On : 11 Jul 2023 02:35
Operator : MA/JU

Sample : 03404-17

Misc

ALS Vvial : 32 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 17.181 2376 2379 2383 rBV6 4110 6361 ©0.12% 0.013%
38 17.434 2416 2422 2435 rBV 1807459 3000882 57.45% 5.976%
39 17.545 2435 2441 2471 rVB 1370615 4195412 80.31% 8.355%
40 18.292 2563 2568 2578 rBV2 174563 418625 8.01% 0.834%
41 19.357 2745 2749 2752 rBv4 31623 44989 0.86% ©0.090%

42 19.522 2774 2777 2788 rBV5 58161 127155 2.43% 0.253%
43 19.775 2814 2820 2850 rBV 2099453 5223744 100.00% 10.402%
44 20.228 2895 2897 2901 rBV3 26846 31149 0.60% 0.062%
45 21.216 3060 3065 3076 rBV3 267049 772503 14.79%  1.538%

46 21.551 3117 3122 3131 rBV 1265304 2995120 57.34% 5.964%
47 23.827 3506 3509 3514 rVB2 225152 326653 6.25% ©.650%
48 23.904 3515 3522 3543 rVVv2 1531102 4187046 80.15% 8.338%
49 24.074 3545 3551 3581 rVB 817228 3136891 60.05% 6.247%
50 24.580 3634 3637 3645 rVB 272914 501522 9.60%  0.999%

Sum of corrected areas: 50216610
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP@16176.D

Acqg On : 11 Jul 2023 02:35
Operator : MA/JU

Sample : 03404-17

Misc

ALS Vvial : 32 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: BP016176.D\data.ms
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Abundance TIC: BP016176.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP@16176.D

Acqg On : 11 Jul 2023 02:35
Operator : MA/JU

Sample : 03404-17

Misc

ALS Vvial : 32 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 3.52 ng/ul 528267 Phenanthrene-d10 17.434
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 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 83
Abundance Scan 2190 (16.069 min): BP016176.D\data.ms (-2185) (- m/z 104.95 100.00%
105.0
5000 182.1 /t
U T
29 16.00
Ofrobider b g 2669 3410 4145 4798539.9  n/; 77.00  70.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 T
182.0 16.00
m/z 182.05 46.64%
0270‘ 11 l‘
\\\1‘!\\!‘\\\\[\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
T T
182.0 16.00
5000 m/z 51.00 29.01%
L e e O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0 1600
m/z 106.00 8.22%
182.0
5000
O
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 : BP016176.D

Acqg On : 11 Jul 2023 02:35
Operator : MA/JU

Sample : 03404-17

Misc

ALS Vvial : 32 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 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 2 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.292 2.79 ng/ul 418625  Phenanthrene-d10 17.434
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 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2568 (18.292 min): BP016176.D\data.ms (-2563) (- m/z 72.95 100.00%

73.0
5000
T L —
H\ “ L 2132 81.0 , 18.00 18.50
ob MR 1 ‘“"‘17‘-”‘-“3“‘1}‘.9‘49‘2‘.‘()”“4‘5‘39‘.‘25‘4‘6‘.“ i3 83 5%
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #143509: n-Hexadecanoic acid

N
w
o

5000 256.0
129.0 18.00 18.50
m/z 60.00 81.19%
O\‘\‘H‘ \IWJ[‘!\\\“\\]\.R“‘g\ll\o‘\T‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
— T
256.0 18.00 18.50
5000 ITI/Z 57 .00 69.95%
H 157.0
okl l'HlH"‘“m
m/z--> 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 41.00 67.23%
5000 129.0
H 213.0
okt ‘l“u““‘hww‘\‘L\mu“uu_m_m_m_m_m_ 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\BP071023\
Data File : BP@16176.D

Acqg On : 11 Jul 2023 02:35
Operator : MA/JU

Sample : 03404-17

Misc

ALS Vvial : 32 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 Bromoacetic acid, hexadecyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.216 5.16 ng/ul 772503  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

5 Heptadecafluorononanoic acid, tr... 646 C22H27F1702 1000356-02-9 94

Abundance Scan 3065 (21.216 min): BP016176.D\data.ms (-3060) (- m/z 57.00 100.00%

57.0
5000

" —
| }1%5'1 20‘“’ 2810 3560 4201 21.00 21.50
ol L 2P0 3590 429.1489.0549. /7 55.00  95.49%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0
21.00 21.50

m/z 43.00 93.38%

O‘}H}‘!‘HIJ.IZGQO
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0

=
21.00 21.50

5000 L L

5000 m/z 83.00 85.37%

111.0
oJ‘”HH%O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 i

[
57.0 21.00 21.50
m/z 69.00 78.63%

5000
125.0
h\ ‘ | J\ 1\ | 1195 0 308.0

o T e Rt OO RS FT R R RURTITR = —
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP071023\

Data File : BP@16176.D

Acqg On : 11 Jul 2023 02:35
Operator : MA/JU

Sample : 03404-17

Misc

ALS vial : 32

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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.827  2.08 ng/ul 326653 perylene-di2 24.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 22 CooHa2 060112-95-8 93

2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetratetracontane 619 C44H99 007098-22-8 87
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 3509 (23.827 min): BP016176.D\data.ms (-3506) (- m/z 57.00 100.00%
57.0

-

5000
2350  24.00
7.0 2111 281.0 : '
o4, ‘-lle\ﬁE« b oL 0073390 4288 5030 u 71,65 67.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane
57.0
5000 = —
23.50 24.00
‘ m/z 43.00 54.31%
0‘\\J‘\‘\“\J\\h\I‘F-\‘?\Z.\lO“\‘\]-\g\?‘.\O\\\‘2\\8%-‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194587: Heneicosane
57.0
— —
23.50 24.00
5000 ITI/Z 85.05 46.70%

]

! 70 1970 2960
Jd g 1 L

LT

-

Ot e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane e —
57.0 23.50 24.00
m/z 55.00  24.43%
5000

-

7.0
LT ae 2820

)RR F R B0 e A — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP@16176.D

Acqg On : 11 Jul 2023 02:35
Operator : MA/JU

Sample : 03404-17

Misc

ALS Vvial : 32 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.580 3.20 ng/ul 501522  Perylene-d12 24.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylheneicosane 310 C22H46 025117-29-7 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 9-Methylheneicosane 310 C22H46 070475-51-3 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3637 (24.580 min): BP016176.D\data.ms (-3634) (- m/z 57.00 100.00%
57.0
T 7 \
Lz 2 Poero o
0 Hu_ml‘m"«"‘\m"_‘:‘_“3‘5‘5"11”4‘1‘?’19"4“39@1‘5““% m/z 71.00  66.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212284: 4-Methylheneicosane
57.0
5000 P :
24.50
1270 267.0 m/z 43.00 60.92%
| ET0 1070
0 \“\\‘\\\\‘!\‘\\1‘1\‘\\‘\“\‘\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
T 7 \
24.50
5000 m/z 85.05 48.07%
|| P70 1970 2820
0 u‘u_mi_“‘!‘muu""‘_"""H_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- T ‘
57.0 24.50
m/z 55.00 23.47%
- J\J\’/
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071023\
Data File : BP@16176.D

Acqg On : 11 Jul 2023 02:35
Operator : MA/JU

Sample : 03404-17

Misc

ALS Vvial : 32 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 528267 4 17.434 3000880 20.0
n-Hexadecanoic ... 18.292 2.8 ng/ul 418625 4 17.434 3000880 20.0
Bromoacetic aci... 21.216 5.2 ng/ul 772503 5 21.551 2995120 20.0
(DEL) Alkane: S... 23.827 2.1 ng/ul 326653 6 24.080 3136890 20.0
(DEL) Alkane: S... 24.580 3.2 ng/ul 501522 6 24.080 3136890 20.0
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