LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080324\
Data File : BP021339.D

Acqg On : 03 Aug 2024 10:56
Operator : CG/JU

Sample : P3278-01

Misc :

ALS vial : 4 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-BP071024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21339.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.169 27 31 38 rVB 33912 48958 1.34% 0.106%
2 3.463 78 81 90 rBvV 51795 99020 2.72% 0.214%
3 3.610 104 106 115 rBV 40912 83479 2.29% 0.180%
4 3.681 115 118 125 rVB2 27686 38343 1.05% 0.083%
5 3.887 149 153 161 rVB 12030 18584 0.51% 0.040%
6 4.293 219 222 228 rVV2 10058 14366 0.39% 0.031%
7 4.381 234 237 241 rBv4 6960 10711 0.29% 0.023%
8 4.428 243 245 250 rVB 10232 13387 ©0.37% 0.029%
9 4.563 266 268 274 rBV7 2355 3920 0.11% 0.008%
106 4.663 282 285 289 rVB5S 4192 5789 0.16% 0.012%
11 4.781 300 305 312 rVB 57138 93189 2.56% 0.201%
12 6.063 519 523 526 rBV5 2711 4404 0.12% 0.010%
13 6.716 630 634 639 rVB4 6824 9912 0.27% 0.021%
14 6.851 649 657 672 rBV 405107 992848 27.24%  2.143%
15 6.975 672 678 694 rVB 458829 789724 21.66% 1.705%
16 7.181 705 713 727 rBV 600680 1059597 29.07% 2.287%
17 7.293 728 732 742 rVB3 14866 42606 1.17% ©0.092%
18 7.440 754 757 762 rVB6 4933 7611 0.21% 0.016%
19 7.616 779 787 800 rBV 970382 1544489 42.37% 3.334%
20 8.357 906 913 930 rBV 586251 1206311 33.09% 2.604%
21 8.781 977 985 1003 rBV 529516 1001889 27.48% 2.163%
22 8.940 1008 1012 1014 rBV4 2875 4435 0.12% 0.010%
23 9.016 1024 1025 1032 rVB7 3629 4995 0.14% 0.011%
24  9.110 1037 1041 1046 rVB4 6986 9898 0.27% 0.021%
25 9.357 1072 1083 1090 rBvV2 16853 41288 1.13% ©0.089%

26 9.492 1100 1106 1127 rBV 430354 861587 23.63%
27 10.057 1193 1202 1235 rBV 473229 1347270 36.96%
28 10.387 1249 1258 1272 rBV 1162499 2204156 60.46%
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29 10.557 1280 1287 1314 rBV 394519 969443 26.59% 093%
30 10.928 1345 1350 1352 rBV5 5887 8035 0.22% 017%
31 10.957 1352 1355 1359 rW5 7178 10878 ©.30% 0.023%
32 11.045 1367 1370 1375 rVB6 2287 4292 0.12% 0.009%
33 11.169 1383 1391 1404 rBV 95770 307115 8.42% 0.663%
34 11.592 1459 1463 1470 rVB9 4745 7356 0.20% 0.016%
35 11.928 1519 1520 1526 rVVé6 3554 6682 0.18% 0.014%
36 11.998 1527 1532 1539 rVB3 11050 22178 0.61% 0.048%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080324\
Data File : BP021339.D

Acqg On : 03 Aug 2024 10:56
Operator : CG/JU

Sample : P3278-01

Misc :

ALS vial : 4 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-BP071024.MA.M
Title : SVOA CALIBRATION
37 12.439 1600 1607 1608 rBV7 2597 4386 0.12% 0.009%
38 12.598 1625 1634 1640 rBV9 8871 22504 0.62% 0.049%
39 12.845 1671 1676 1681 rBV5 8397 14604 0.40% 0.032%
40 13.133 1722 1725 1728 rVB4 3347 4436 0.12% 0.010%
41 13.216 1734 1739 1742 rBV7 3109 7000 0.19% 0.015%
42 13.498 1780 1787 1788 rBV7 2978 4625 0.13% 0.010%
43 13.592 1798 1803 1805 rBV6 3413 5008 0.14% 0.011%
44 13.669 1810 1816 1842 rVV 1254480 2063511 56.61%  4.455%
45 13.828 1842 1843 1848 rVB5 2896 3663 0.10% ©0.008%
46 13.951 1853 1864 1880 rBV2 1395546 2387366 65.49% 5.154%
47 14.139 1892 1896 1899 rVB5 3025 5483 0.15% 0.012%
48 14.263 1908 1917 1937 rVV 2164567 3076287 84.39% 6.641%
49 14.486 1946 1955 1963 rBV 112307 265889 7.29% 0.574%
50 14.616 1971 1977 1990 rBV 173727 551863 15.14% 1.191%
51 15.004 2040 2043 2048 rVvVv7 5248 7902 0.22% 0.017%
52 15.057 2048 2052 2057 rVB3 9765 16616 0.46% 0.036%
53 15.110 2057 2061 2065 rVB4 10902 14957 0.41% 0.032%
54 15.280 2083 2090 2109 rBV 1973268 3043329 83.48% 6.570%
55 15.463 2115 2121 2138 rBV 417551 736483 20.20%  1.590%
56 15.669 2152 2156 2159 rBV6 2845 4211 0.12% 0.009%
57 15.851 2182 2187 2195 rVB10 7276 15389 0.42% 0.033%
58 16.004 2209 2213 2218 rBV6 9614 19376 ©0.53% 0.042%
59 16.080 2224 2226 2231 rVB6 4454 4714 0.13% 0.010%
60 16.180 2238 2243 2252 rVB6 8618 19274 0.53% 0.042%
61 16.357 2267 2273 2275 rBV7 5784 11195 0.31% 0.024%
62 16.480 2290 2294 2301 rBVO 12101 24526 0.67% 0.053%
63 16.751 2338 2340 2344 r\VV4 3610 4407 0.12% 0.010%
64 16.827 2349 2353 2355 rBV3 10535 12321 0.34% 0.027%
65 16.992 2376 2381 2388 rBV6 22716 42768 1.17% ©0.092%
66 17.086 2389 2397 2403 rBV 2351954 3645437 100.00% 7.870%
67 17.186 2408 2414 2426 rVV2 1999480 3057288 83.87% 6.600%
68 17.768 2509 2513 2519 rVB2 36472 53688 1.47% 0.116%
69 17.892 2532 2534 2540 rVB5 15329 20734 0.57% 0.045%
70 17.951 2540 2544 2548 rBV2 41573 55644 1.53% 0.120%
71 18.010 2549 2554 2565 rBV 510656 924139 25.35%  1.995%
72 18.304 2601 2604 2607 rBV3 14397 20297 0.56% 0.044%
73 18.968 2714 2717 2720 rBV3 23744 25869 0.71% 0.056%
74 19.110 2738 2741 2751 rVB5 35118 58533 1.61% 0.126%
75 19.192 2751 2755 2757 rBV2 49465 71914 1.97% 0.155%

76 19.227 2757 2761 2773 rVB2 144657 276623 7.59% 0.597%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080324\
Data File : BP021339.D

Acqg On : 03 Aug 2024 10:56
Operator : CG/JU

Sample : P3278-01

Misc

ALS vial : 4 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-BP071024.MA.M
Title : SVOA CALIBRATION

77 19.351 2777 2782 2795 rBV 245612 475861 13.05% 1.027%
78 19.568 2813 2819 2830 rBV2 2118336 3445806 94.52% 7.439%
79 19.651 2830 2833 2843 rVB 95070 201957 5.54% 0.436%
80 20.127 2911 2914 2921 rVB2 76434 104675 2.87% 0.226%
81 20.651 3000 3003 3008 rBvV2 106252 144763 3.97% 0.313%
82 21.174 3087 3092 3101 rVB3 241711 475464 13.04% 1.026%
83 21.521 3146 3151 3167 rVB 1751037 2993647 82.12% 6.463%
84 24.586 3665 3672 3684 rVB 865461 1960856 53.79%  4.233%
85 24.815 3704 3711 3724 rVB2 1128200 3017123 82.76% 6.513%

Sum of corrected areas: 46323156
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080324\
Data File : BP021339.D

Acqg On : 03 Aug 2024 10:56
Operator : CG/JU

Sample : P3278-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP021339.D\data.ms

2000000

1500000
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1000000 7.616
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pbundance TIC: BP021339.D\data.ms
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Abundance TIC: BP021339.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080324\
Data File : BP021339.D

Acqg On : 03 Aug 2024 10:56
Operator : CG/JU

Sample : P3278-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.169 2.79 ng/ul 307115 Naphthalene-d8 10.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 95
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 93
Abundance Scan 1391 (11.169 min): BP021339.D\data.ms (-1383) (- m/z 94.00 100.00%
94.0
5000 /\Kk\w
— =
3&1@[‘\ 15\1.9 220.0280.9 374.3 453.4512.6 1100 1150
0 TARLLLL o f o GERT AT 2 TR 77.05  25.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000
1100 1150
78.00 18.43%
Ml
O‘\‘\u““"\ll\l\“\‘!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
1100 1150
5000 m/z 151.95 15.63%
‘ 152.0
0 HJM“w‘wuuju‘w‘H‘“‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30124: 1-Phenoxypropan-2-ol ‘
94.0 lLOO 1150
m/z 108.10  15.49%
5000
' 152.0
o"m,\“‘\"LH"\"H_‘H‘m‘_m_Wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080324\
Data File : BP021339.D

Acqg On : 03 Aug 2024 10:56
Operator : CG/JU

Sample : P3278-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.010 5.07 ng/ul 924139  Phenanthrene-d1e 17.086
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 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 94
Abundance Scan 2554 (18.010 min): BP021339.D\data.ms (-2549) (- m/z 73.00 100.00%
73.0
5000 i}\
2132 = :
iz,
ol HV‘JM“MW\H‘,W, 0269 4162 5210 - n/z 43.05  90.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 e :
129.0 18.00
m/z 60.00 87.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
= T
18.00
5000 129.0 m/Z 57.05 75.60%
“ 213.0
(" ‘w‘l\mm“Hm,m‘,‘um‘Hwawww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T ‘
43.0 18.00
m/z 55.05 73.99%
5000 256.0
129.0
ol s asss YN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path : Z:\
Data File : BP@

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP080324\
21339.D

Acqg On : 03 Aug 2024 10:56
Operator : CG/JU
Sample : P3278-01

Misc
ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 3 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.351 3.18 ng/ul 475861  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95

5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 93

Abundance Scan 2782 (19.351 min): BP021339.D\data.ms (-2777) (- m/z 43.10 100.00%

43.1

5000 129.1

%

241.2

H} \ \ ‘ 19.00 19.50
O MM L )1 ) 3419 43104915549 /" 73 69 96.93%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 — —
19.00 19.50
’ ‘ ZT-O m/z 57.10  89.75%
O‘\\"\ "J ’h”\“\h\\“l\\‘\\%1‘\‘1!“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #179089: Octadecanoic acid
73.0
19.00 19.50
5000 ITI/Z 60.00 88.96%
H 1850  284.0
o_"‘t‘,‘“"WM‘J‘M‘m“"H\wH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid = —
73.0 19.00 19.50
m/z 55.05 74.85%
5000 284.0
185.0
olil,‘h“m\“* = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080324\
Data File : BP021339.D

Acqg On : 03 Aug 2024 10:56
Operator : CG/JU

Sample : P3278-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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: Cyclic21.174 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.174 3.18 ng/ul 475464  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94

Abundance Scan 3092 (21.174 min): BP021339.D\data.ms (-3087) (- m/z 57.10 100.00%

57.1
5000
( 1%51 T T LI
207.0 21.00 21.50
283.0
o"m‘um\M‘Mmw';m_HW‘?"5‘5"‘1‘“““39‘1””‘5‘3‘5“1‘ m/z 55.05 99.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 T T
21.00 21.50
m/z 83.10 88.75%

o

3.0
‘\\"\\‘\‘\\\“\\\Ff“l\1N\I\"‘?\I\‘\z‘le\s\'lo\‘g\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0

—r
21.00 21.50

5000 m/z 43.10 83.10%

{ 5.0
s "‘“gm‘«‘.\1‘9?-‘9‘???9,‘H‘_m_ww_m,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #248981: 1-Heneicosyl formate 7 ‘
57.0 21.00 21.50

m/z 69.05 74.58%

“ 1060 294.0 JL/'
i

0 _m‘H‘wHH"H‘_HWHwwwwwm —r —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

o

5000 i
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080324\
Data File : BP021339.D

Acqg On : 03 Aug 2024 10:56
Operator : CG/JU

Sample : P3278-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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|
1-Phenoxypropan... 11.169 2.8 ng/ul 307115 2 10.387 2204160 20.0
n-Hexadecanoic ... 18.010 5.1 ng/ul 924139 4 17.086 3645440 20.0
Octadecanoic acid 19.351 3.2 ng/ul 475861 5 21.521 2993650 20.0
(DEL) Alkane: C... 21.174 3.2 ng/ul 475464 5 21.521 2993650 20.0
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