LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51723\
Data File : BP015127.D

Acqg On : 17 May 2023 15:34
Operator : CG/JU

Sample : 02592-19

Misc :

ALS vial : 6 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-BP951123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15127.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.434 4 8 18 rVB 88109 131582 ©.98% 0.109%
2 3.869 79 82 99 rBV 1251634 1927610 14.34% 1.599%
3 4.111 121 123 128 rVB 15418 19901 0.15% 0.017%
4 4.211 137 140 148 rBV 21768 33596 0.25% 0.028%
5 4.558 195 199 203 rBV 15564 22778 0.17% 0.019%
6 4.605 203 207 211 rVVv7 7358 13778 ©0.10% 0.011%
7 4.675 211 219 228 rVB3 24296 53329 0.40% 0.044%
8 5.169 299 303 312 rVB3 12923 23297 0.17% 0.019%
9 5.422 341 346 352 rBV 67108 105088 0.78% 0.087%
10 5.787 404 408 414 rVB 12067 17411 0.13% 0.014%
11 7.028 614 619 628 rBV 110892 174233 1.30% 0.144%
12 7.234 650 654 655 rBv 20742 23753 0.18% 0.020%
13  7.275 655 661 679 rVW 1618938 2620970 19.50% @ 2.174%
14 7.446 679 690 702 rVV 1485230 2403547 17.88% 1.993%
15 7.652 718 725 737 rBV 1731913 2752967 20.48% 2.283%
16 8.128 798 806 814 rBV 1165327 1870434 13.91% 1.551%
17 8.840 919 927 943 rBV 2336410 3832411 28.51% 3.178%
18 9.304 999 1006 1022 rBV 1643139 2662401 19.80% 2.208%
19 9.704 1068 1074 1080 rVB 69440 109678 0.82% 0.091%
20 10.034 1121 1130 1144 rBV 1236569 2045796 15.22% 1.697%

21 10.575 1214 1222 1239 rBV 2174801 3678229 27.36%
22 10.963 1280 1288 1296 rBV 1738274 2944505 21.90%
23 11.098 1302 1311 1335 rBV 2245211 4022396 29.92%
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w
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R

24 11.493 1373 1378 1387 rVB9 8056 16329 0.12% 014%
25 11.751 1415 1422 1431 rBV9 7134 23025 0.17% 019%
26 12.198 1493 1498 1504 rVB2 45172 64724 0.48% 0.054%
27 12.440 1532 1539 1544 rBV3 12964 23403 0.17% 0.019%
28 12.540 1548 1556 1563 rBV3 32850 72699 ©0.54% 0.060%
29 12.598 1563 1566 1573 rVB3 21875 37518 0.28% 0.031%
30 12.934 1618 1623 1630 rBV 32257 59871 ©.45% 0.050%
31 13.040 1635 1641 1651 rBV2 46228 80970 0.60% 0.067%
32 13.651 1741 1745 1752 rVB5 11492 21644 0.16% 0.018%
33 13.722 1752 1757 1758 rBV5 9996 15060 0.11% 0.012%
34 13.875 1777 1783 1789 rBV3 22167 36167 ©.27% ©0.030%
35 14.039 1806 1811 1817 rBV3 15994 27163 ©0.20% ©0.023%

36 14.175 1826 1834 1844 rBV 4691571 6386544 47.51% 5.296%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51723\
Data File : BP015127.D

Acqg On : 17 May 2023 15:34
Operator : CG/JU

Sample : 02592-19

Misc :

ALS vial : 6 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-BP951123.MA.M
Title : SVOA CALIBRATION
37 14.292 1849 1854 1860 rVB9 12255 22941 0.17% 0.019%
38 14.469 1876 1884 1898 rBV 4985775 7377809 54.88% 6.118%
39 14.569 1898 1901 1908 rVB3 12964 22397 0.17% 0.019%
40 14.775 1929 1936 1942 rBV 2761667 4074545 30.31% 3.379%
41 14.816 1942 1943 1947 rVVv4 18207 20884 0.16% 0.017%
42 14.863 1948 1951 1960 rVB7 18421 31703 0.24% 0.026%
43 14.957 1960 1967 1986 rBV 249280 501408 3.73% 0.416%
44 15.169 1998 2003 2011 rBv4 43763 89386 0.66% 0.074%
45 15.722 2091 2097 2098 rBV 41619 52892 0.39% 0.044%
46 15.763 2098 2104 2118 rVV 6948616 9958103 74.08%  8.258%
47 15.875 2118 2123 2136 rVV 378594 579594  4.31% 0.481%
48 16.004 2140 2145 2151 rVB 32360 54173 0.40% 0.045%
49 16.122 2159 2165 2179 rBV 660040 888901 6.61% 0.737%
50 16.645 2251 2254 2258 rVB 19275 24552 0.18% 0.020%
51 16.904 2294 2298 2305 rBV8 14646 27702 0.21% 0.023%
52 16.975 2306 2310 2316 rVB2 31188 43971 0.33% 0.036%
53 17.310 2363 2367 2374 rVB5 15069 30098 0.22% 0.025%
54 17.404 2379 2383 2390 rBV 23019 36543 0.27% 0.030%
55 17.528 2397 2404 2413 rBV 3775700 5434860 40.43% 4.507%
56 17.628 2414 2421 2431 rVV 7854936 11283729 83.94% 9.357%
57 17.704 2431 2434 2446 rVV3 88660 171876  1.28% 0.143%
58 17.792 2446 2449 2455 rVB4 12075 21716 ©0.16% 0.018%
59 18.045 2488 2492 2497 rVB2 24901 33053 0.25% 0.027%
60 18.269 2524 2530 2534 rBV3 47761 84689 0.63% 0.070%
61 18.386 2544 2550 2559 rBV 746400 1145885 8.52% 0.950%
62 18.945 2642 2645 2650 rVB2 27927 32529 0.24% 0.027%
63 19.269 2697 2700 2704 rBV5 25977 34334 0.26% 0.028%
64 19.422 2722 2726 2730 rBV2 101948 139390 1.04% 0.116%
65 19.486 2731 2737 2747 rVW2 127777 277207 2.06%  0.230%

66 19.604 2753 2757 2772 rBV 325325 531928 3.96% 0.441%
67 19.845 2791 2798 2806 rBV 10035731 13443241 100.00% 11.148%
68 20.339 2878 2882 2886 rBV 225430 244361 1.82% ©.203%
69 20.821 2961 2964 2968 rBV 201147 198556 1.48% 0.165%
70 21.280 3038 3042 3055 rBV2 541876 932279 6.93% 0.773%

71 21.604 3092 3097 3106 rBV 4125689 5465198 40.65% 4.532%
72 21.733 3116 3119 3123 rVB 233001 250958 1.87% ©0.208%
73 22.216 3198 3201 3206 rBV 441967 508721 3.78% 0.422%
74 22.604 3263 3267 3274 rVB4 304674 482583 3.59%  0.400%
75 22.751 3289 3292 3298 rVB 231576 311288 2.32% ©.258%

76 23.351 3390 3394 3400 rVB 307826 513925 3.82% 0.426%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051723\
Data File : BP015127.D

Acqg On : 17 May 2023 15:34
Operator : CG/JU

Sample : 02592-19

Misc

ALS vial : 6 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-BP051123.MA.M
Title : SVOA CALIBRATION

77 24.010 3497 3506 3520 rBV2 5478884 11917517 88.65% 9.883%
78 24.174 3527 3534 3545 rVB 2350116 4933958 36.70% 4.092%

Sum of corrected areas: 120586190
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 May 2023 15:34
: CG/IU
¢ 02592-19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051723\
BP915127.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance
1le+07

8000000

6000000

4000000

2000000

Time-->

TIC: BP015127.D\data.ms

8.840 10575 11.098
7.2754d 652 10.9

9.304 :
3.869 8.128 10.034
0434 |\ 44711 mEsmE5  5.166.4225. 781 7-02?8M j\ A 9.704 /\ 11498751
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Time-->
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Time-->

TIC: BP015127.D\data.ms

24.010

21.604

4.174

733 22216280251  23.351
20.821 : )

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 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051723\
Data File : BP@15127.D

Acqg On : 17 May 2023 15:34
Operator : CG/JU

Sample : 02592-19

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 1
R.T. EstConc Area Relative to ISTD R.T.
16.122 4.36 ng/ul 888901  Acenaphthene-di10 14.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2165 (16.122 min): BP015127.D\data.ms (-2159) (- | m/z 104.95 100.00%
105.0
182.0
5000
—— —
39 16.00 16.50
Ofribid b L 28063411 42664886545 /7 76.95  68.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
182.0
5000 — ——
16.00 16.50
m/z 182.00  52.55%
0 270‘J
\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56927: Benzophenone
105.0
182.0 1600 1650
5000 ' m/z 50.95 24.69%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56922: Benzophenone
105.0 1600 1650
m/z 180.95 8.22%
5000 182.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 1600 1650
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051723\

Library Search Compound Report

Data File : BP@15127.D

Acqg On : 17 May 2023 15:34
Operator : CG/JU

Sample : 02592-19

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 2

R.T. EstConc Area Relative to ISTD R.T.
18.386 4.22 ng/ul 1145890  Phenanthrene-d10 17.528
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tridecanoic acid 214 C13H2602 000638-53-9 95

Abundance Scan 2550 (18.386 min): BP015127.D\data.ms (-2544) (- m/z 72.95 100.00%
73.0
5000 J&/&\H“m
213.1 = =
“]‘ 29 \ 18.00 18.50
ob LMLLETZA || 2809 3548417547505339 10" 43 60 g5.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — .
129.0 18.00 18.50
m/z 59.95 84.03%
O‘WV‘IJ‘“M\!“\%\}?ﬂb“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
— ——
18.00 18.50
5000 1290 m/Z 49. 95 67 . 7500
y 213.0
ow“‘H‘\‘“‘WHM‘m‘\"H_m_ww,w,w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid = —
43.0 18.00 18.50
m/z 57.00 67.10%
5000 256.0
129.0
) TR N -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051723\
Data File : BP@15127.D

Acqg On : 17 May 2023 15:34
Operator : CG/JU

Sample : 02592-19

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 Carbonic acid, octadecyl pr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.280 3.41 ng/ul 932279  Chrysene-di12 21.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
4 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 91
5 Carbonic acid, decyl tetradecyl ... 398 C25H5003 1010383-16-3 87
Abundance Scan 3042 (21.280 min): BP015127.D\data.ms (-3038) (| m/z 57.00 100.00%
57.0
L JLJ\
ol i } | i 8 C07 282930264008 47595346 2 4300 73.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 e e
21.00 2150
}} m/z 71.00 %
5.0
O\J‘T‘T“ |11‘J‘E-I|FJIT224.0297.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester k
57.0
—
21.00 2150
5000 m/z 85.00 %
0 m }F A0 2680 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 JL
Abundance #277469: Carbonic acid, eicosyl vinyl ester ‘
57.0 2100 2150
m/z 55.00 40.80%
5000
0 IHFFJ‘ASZO%ZO s b
m/z--> 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\BP051723\

Data File : BP@15127.D

Acqg On : 17 May 2023 15:34
Operator : CG/JU

Sample : 02592-19

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.351 2.08 ng/ul 513925 Perylene-d12 24.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Tetratriacontane, 2-methyl- 493 (C35H72 014167-65-8 91
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 3394 (23.351 min): BP015127.D\data.ms (-3390) (- m/z 57.00 100.00%
57.0

3

5000
‘ 127.0 206.9 23.00 23.50
266.9
o"m“uuummmH‘HH‘w_‘35‘1“3““‘1““?7‘1‘??5‘3‘?‘9 m/z 71.00 73.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 T U
23.00 23.50
m/z 43.00 60.65%
AL pre. w0
O‘\\‘Tg‘11‘!\[1\\1‘“‘\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
— —
23.00 23.50
5000 ITI/Z 85.00 49,21%
(1710 1070 2820
Ok e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane = —
57.0 23.00 23.50
m/z 41.00 18.65%
B /J\/m
0 J “,J11270 197.0 282.0
e A A A e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51723\
Data File : BP015127.D

Acqg On : 17 May 2023 15:34
Operator : CG/JU

Sample : 02592-19

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@51123.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 16.122 4.4 ng/ul 888901 3 14.769 4074550 20.0
n-Hexadecanoic ... 18.386 4.2 ng/ul 1145890 4 17.528 5434860 20.0
Carbonic acid, ... 21.280 3.4 ng/ul 932279 5 21.604 5465200 20.0
(DEL) Alkane: S... 23.351 2.1 ng/ul 513925 6 24.174 4933960 20.0
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