LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32224\
Data File : BP019963.D

Acqg On : 22 Mar 2024 19:58
Operator : MA/JU

Sample : P1813-10

Misc :

ALS vial : 5 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-BP©32224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@19963.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.246 23 27 36 rVB 29045 39945 1.60% 0.163%
2 3.652 92 96 110 rBV 110792 198649 7.97% 0.808%
3 3.940 143 145 149 rVB3 5573 5874 0.24% 0.024%
4 4,293 203 205 209 rvB5 2850 3565 ©.14% 0.015%
5 6.152 515 521 528 rBV5 4618 11691 0.47% 0.048%
6 6.610 595 599 600 rBV3 3622 4494 0.18% 0.018%
7 6.669 604 609 610 rBVS 2257 2561 0.10% ©0.010%
8 6.810 628 633 645 rVB 79364 158479 6.36% 0.645%
9 6.893 645 647 652 rVB6 3789 4630 0.19% 0.019%
10 6.975 652 661 677 rBV 329342 612552 24.58% 2.492%
11 7.169 686 694 708 rBV 330666 579344 23.25% 2.357%
12 7.487 743 748 750 rBV6 1896 3368 0.14% 0.014%
13 7.622 764 771 785 rBV 368427 617239 24.77% 2.511%
14 7.904 814 819 821 rBV6 1881 3174 0.13% 0.013%
15 7.975 825 831 833 rVVé6 1821 3319 0.13% 0.014%
16 8.010 833 837 843 rVB7 3122 6013 0.24% 0.024%
17 8.322 881 890 905 rBV 250211 478053 19.18%  1.945%
18 8.704 952 955 960 rBV7 1828 2753 0.11% 0.011%
19 8.769 960 966 979 rBV 415144 756135 30.34% 3.076%
20 8.928 988 993 996 rBv7 2921 4761 0.19% 0.019%
21 8.975 999 1001 1006 rVB6 1694 2868 0.12% 0.012%
22 9.034 1006 1011 1016 rVB9 2323 4348 0.17% 0.018%
23 9.116 1019 1025 1030 rVB 19380 29481 1.18% 0.120%
24  9.210 1040 1041 1048 rVB7 2192 3022 0.12% 0.012%
25 9.481 1079 1087 1100 rBV 321269 600583 24.10% 2.443%
26 9.775 1129 1137 1138 rBV7 3497 6228 0.25% 0.025%
27 10.016 1169 1178 1200 rBV 419515 904613 36.30% 3.680%
28 10.151 1200 1201 1207 rVB6 3948 5648 ©0.23% 0.023%
29 10.245 1212 1217 1221 rBV8 2978 6143 0.25% 0.025%
30 10.287 1221 1224 1227 rVB5 2219 2498 0.10% 0.010%

31 10.375 1230 1239 1254 rVB 452339 840882 33.74%

3.
32 10.528 1258 1265 1283 rBV 230820 546293 21.92%  2.222%
33 10.910 1328 1330 1334 rVB5 2098 2493 0.10% ©0.010%
34 11.157 1368 1372 1374 rBV5 3140 5264 ©.21% 0.021%
35 11.204 1378 1380 1384 rVV5 3107 4063 0.16% 0.017%
36 11.598 1442 1447 1451 rBvV8 2045 3042 0.12% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32224\
Data File : BP019963.D

Acqg On : 22 Mar 2024 19:58
Operator : MA/JU

Sample : P1813-10

Misc :

ALS vial : 5 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-BP©32224.MA.M
Title : SVOA CALIBRATION
37 11.734 1462 1470 1474 rBV6 5603 14911 0.60% 0.061%
38 11.981 1507 1512 1514 rBV4 5532 8457 ©.34% 0.034%
39 12.169 1542 1544 1550 rBvVv7 1493 2599 0.10% 0.011%
40 12.322 1566 1570 1575 rVBS8 1669 3012 0.12% 0.012%
41 12.751 1639 1643 1646 rVB5 2134 2672 0.11% 0.011%
42 13.045 1685 1693 1696 rBVvi1e 4771 9315 0.37% 0.038%
43 13.081 1696 1699 1700 rVV3 2679 2723 0.11% 0.011%
44 13.128 1700 1707 1714 rVB7 7993 17833 0.72% 0.073%
45 13.457 1760 1763 1767 rVB6 2400 2956 ©.12% 0.012%
46 13.575 1779 1783 1785 rBV5 1580 2907 0.12% 0.012%
47 13.675 1791 1800 1811 rBV 865294 1431852 57.45% 5.825%
48 13.934 1836 1844 1859 rBV2 1019534 1673609 67.15% 6.809%
49 14.063 1863 1866 1874 rVV9 5111 10686 0.43% 0.043%
50 14.175 1883 1885 1890 rVB6 2566 2964 0.12% 0.012%
51 14.239 1890 1896 1905 rBV 629174 1031924 41.41% 4.198%
52 14.316 1905 1909 1910 rBv4 3312 4665 0.19% 0.019%
53 14.528 1938 1945 1958 rBV5 28841 102016 4.09% 0.415%
54 14.992 2021 2024 2027 rBV5 2290 2906 0.12% ©0.012%
55 15.081 2036 2039 2042 rVB5 2615 3125 0.13% 0.013%
56 15.116 2042 2045 2047 rBV4 3453 4522 0.18% 0.018%
57 15.275 2064 2072 2086 rBV 1319971 2058372 82.59% 8.374%
58 15.416 2090 2096 2110 rBV 323267 595617 23.90%  2.423%
59 15.516 2111 2113 2114 rBvV2 5691 4134 0.17% 0.017%
60 15.822 2161 2165 2167 rBv4 4968 5750 0.23% 0.023%
61 16.480 2273 2277 2279 rBV4 10060 11714 0.47% 0.048%
62 17.080 2372 2379 2390 rBV 732512 1105148 44.34% 4.496%
63 17.186 2390 2397 2409 rBV 1433529 2114223 84.83% 8.601%
64 17.492 2447 2449 2458 rVB9 11750 18963 0.76% 0.077%
65 17.586 2463 2465 2466 rBV2 5383 3732 0.15% 0.015%
66 18.033 2536 2541 2550 rBV 195739 305679 12.27%  1.244%
67 18.486 2614 2618 2622 rVB3 34254 46014 1.85% 0.187%
68 19.380 2766 2770 2775 rBvV2 79701 112553  4.52% 0.458%
69 19.574 2797 2803 2811 rBV 1546379 2373672 95.25% 9.657%
70 21.227 3080 3084 3090 rBV2 134662 194381 7.80% 0.791%

71 21.545 3133 3138 3147 rBV2 686441 1122010 45.02%  4.565%
72 24.609 3652 3659 3673 rVB2 854673 2492172 100.00% 10.139%
73 24.845 3691 3699 3710 rVB 451116 1217148 48.84%  4.952%

Sum of corrected areas: 24581004
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032224\
Data File : BP019963.D

Acqg On : 22 Mar 2024 19:58
Operator : MA/JU

Sample : P1813-10

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032224 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP019963.D\data.ms
1600000

1400000
1200000
1000000

800000
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8.769 10.0180-375

400000 6.o7869 /622 9.481
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Abundance TIC: BP019963.D\data.ms
1600000 19.574
17.186

o
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1200000
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Time--> 13.00 13.50 14.00 1450 15.00 15. 50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BP019963.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032224\
Data File : BP019963.D

Acqg On : 22 Mar 2024 19:58
Operator : MA/JU

Sample : P1813-10

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32224 .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 1 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.033 5.53 ng/ul 305679  Phenanthrene-d10 17.080
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 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97

Abundance Scan 2541 (18.033 min): BP019963.D\data.ms (-2536) (- m/z 73.00 100.00%
73.0

5000

%

213.2
e e
_— *M'{u‘nmu\‘\‘ {ul PB21341.0400.9 4818549, ./, 43 95  83.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 tT
18.00
213.0 m/z 60.00 82.38%
‘\\\“ “H\H\m\\w]\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0 AN ‘f}
18.00
5000 m/z 55.00 67.95%
129.0
M e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid 1
43.0 18.00
m/z 57.05 66.87%
5000 256.0
129.0
it J“HMM?#-*’, A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

22

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032224\
BP019963.D

Mar 2024 19:58

: MA/JU
. P1813-10

: 5

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32224 .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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.380 2.01 ng/ul 112553  Chrysene-di12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2770 (19.380 min): BP019963.D\data.ms (-2766) (-

3
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%
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- _—
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1
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid
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5000 == —
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e

%
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5000 284.0 /
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" M'A\Wﬁ\ S R = S
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— —

Abundance #179089: Octadecanoic acid
73.0 19.00 19.50
m/z 57.05 66.04%
5000
H 1850  284.0
_w“\“‘ u"",““#uw‘H‘5HH_H‘w‘Hwwwwww - e
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\BP032224\
Data File : BP019963.D

Acqg On : 22 Mar 2024 19:58
Operator : MA/JU

Sample : P1813-10

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32224 .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 3 Fumaric acid, 2-chloropropy... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.227 3.46 ng/ul 194381  Chrysene-di2 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Fumaric acid, 2-chloropropyl tri... 374 C20H35C104 1010348-57-1 96

2 1-Heptadecene 238 C17H34 006765-39-5 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90

Abundance Scan 3084 (21.227 min): BP019963.D\data.ms (-3080) (- m/z 57.10 100.00%
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5.1 —T— —T—
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #282874: Fumaric acid, 2-chloropropyl tridecyl ester
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5000 T ——
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‘\\”\l‘!‘\ ‘h liu}‘h“I!L‘!'l Y‘!\“\“\\J\‘\3\3\\9‘\0\\\‘\\\\‘\\\\‘\\\\‘\
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Abundance #121340: 1-Heptadecene
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— —
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5000 ITI/Z 97.10 91.29%
Fso
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene T ——
97.0 21.00 21.50
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5000
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T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032224\
Data File : BP019963.D

Acqg On : 22 Mar 2024 19:58
Operator : MA/JU

Sample : P1813-10

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@32224.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|
n-Hexadecanoic ... 18.033 5.5 ng/ul 305679 4 17.080 1105150 20.0
Octadecanoic acid 19.380 2.0 ng/ul 112553 5 21.545 1122010 20.0
Fumaric acid, 2... 21.227 3.5 ng/ul 194381 5 21.545 1122010 20.0
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