LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59663.D

Acqg On : 5 Nov 2023 20:25
Operator : MA/JU

Sample : 05013-20

Misc :

ALS Vvial : 54 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_ G\Methods\SFAM-EPA-BG110323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59663.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.641 38 43 48 rBV3 6455 12647 0.87% 0.094%
2 3.894 84 86 88 rvB2 5831 4558 0.31% 0.034%
3 4.046 107 112 113 rBV 6645 8448 0.58% 0.063%
4 4.082 113 118 127 rVB2 25868 49312 3.37% ©0.365%
5 4.205 137 139 142 rVB 7197 5720 0.39% 0.042%
6 4.246 142 146 150 rBV 3848 6532 0.45% 0.048%
7 4.422 173 176 180 rVB 4965 7638 0.52% 0.057%
8 4.452 180 181 185 rBV2 5947 5585 0.38% 0.041%
9 5.139 293 298 299 rVB 4593 5593 0.38% 0.041%
106 5.269 316 320 323 rBV 7639 13890 0.95% 0.103%
11 5.357 333 335 337 rBV 7401 6422 0.44% 0.048%
12 5.398 339 342 344 rVB2 10011 11010 0.75% 0.082%
13 5.586 372 374 376 rVB 6536 4100 0.28% 0.030%
14 5.680 384 390 391 rBV 5876 6884 0.47% 0.051%
15 5.756 401 403 405 rVB 5452 4401 0.30% 0.033%
16 5.809 408 412 413 rBV 4505 5363 0.37% 0.040%
17 6.273 486 491 492 rBV 5984 5970 0.41% 0.044%
18 6.620 546 550 551 rBV2 9326 9878 0.68% 0.073%
19 6.638 551 553 554 rBV 5608 4615 0.32% 0.034%
20 6.737 569 570 576 rVB 8764 7261 0.50% 0.054%
21 7.207 648 650 654 rVB 5859 4691 0.32% 0.035%
22 7.395 681 682 686 rBv 5159 6065 0.41% 0.045%
23  7.460 686 693 699 rVW 39899 72299 4.95% 0.536%
24 7.666 722 728 735 rBV 116616 190545 13.04% 1.412%
25 7.760 742 744 745 rBV 5442 4282 0.29% 0.032%
26 7.777 745 747 748 rVB 8072 4446 0.30% 0.033%
27 7.865 756 762 770 rVB3 148314 264047 18.07% 1.957%
28 8.118 803 805 807 rVB 9364 6248 0.43% 0.046%
29 8.153 807 811 812 rBV 7153 8437 0.58% 0.063%
30 8.242 824 826 829 rBV 5251 6224 0.43% 0.046%
31 8.347 839 844 850 rvB2 153410 252187 17.26% 1.869%
32 8.453 860 862 863 rBV 8339 5421 0.37% 0.040%
33 8.729 907 909 910 rBV 5266 4307 0.29% 0.032%
34 9.035 955 961 967 rVB2 140959 244373 16.72% 1.811%
35 9.187 985 987 990 rvB2 7421 5056 ©0.35% 0.037%

36 9.546 1041 1048 1058 rVB2 195307 349406 23.91% 2.589%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59663.D

Acqg On : 5 Nov 2023 20:25
Operator : MA/JU

Sample : 05013-20

Misc :

ALS Vvial : 54 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_ G\Methods\SFAM-EPA-BG110323.MA.M
Title : SVOA CALIBRATION
37 10.104 1142 1143 1146 rVB2 7235 5340 0.37% 0.040%
38 10.263 1164 1170 1177 rBV3 181585 327839 22.43%  2.429%
39 10.562 1219 1221 1225 rVB 8697 9463 0.65% 0.070%
40 10.598 1225 1227 1228 rBV 7368 6320 0.43% 0.047%
41 10.791 1254 1260 1268 rVB3 270097 485715 33.23%  3.599%
42 10.956 1286 1288 1289 rBvV3 5863 5773 0.40% 0.043%
43 11.197 1323 1329 1336 rVB2 204345 385635 26.39% 2.858%
44 11.262 1339 1340 1344 rVB 7687 7842 0.54% 0.058%
45 11.338 1347 1353 1360 rBvV2 225336 391218 26.77%  2.899%
46 11.585 1392 1395 1397 rBV2 6285 7108 0.49% 0.053%
47 11.690 1412 1413 1416 rBV 6536 5562 ©0.38% 0.041%
48 11.855 1437 1441 1443 rBV2 5711 7219 0.49% 0.053%
49 12.125 1484 1487 1488 rBV 6429 5887 0.40% 0.044%
50 12.184 1494 1497 1500 rBV 7568 9136 0.63% 0.068%
51 12.401 1532 1534 1535 rBV 10891 5757 ©.39% 0.043%
52 13.424 1705 1708 1711 rBV 6506 7673 0.53% 0.057%
53 13.665 1747 1749 1751 rBV 7157 4843 0.33% 0.036%
54 13.788 1768 1770 1771 rBV 8118 5831 0.40% 0.043%
55 14.370 1863 1869 1875 rVB 626510 914570 62.58% 6.777%
56 14.681 1915 1922 1928 rBV3 595682 961649 65.80% 7.126%
57 14.975 1966 1972 1981 rVB2 365795 564898 38.65% 4.186%
58 15.151 1996 2002 2009 rBV2 81232 141091 9.65% 1.046%
59 15.304 2027 2028 2029 rBv2 8301 3848 0.26% 0.029%
60 15.968 2134 2141 2148 rBV 768711 1180870 80.80% 8.751%
61 16.068 2153 2158 2165 rVB2 305438 439845 30.10%  3.260%
62 16.361 2206 2208 2211 rBV 9397 7738 0.53% 0.057%
63 16.878 2294 2296 2297 rVB 7692 3916 0.27% 0.029%
64 17.043 2322 2324 2327 rVB3 10772 7520 0.51% 0.056%
65 17.730 2435 2441 2448 rVB 445278 724073 49.54% 5.366%
66 17.830 2452 2458 2464 rVW 908315 1348623 92.28% 9.994%
67 17.989 2483 2485 2488 rBV 11024 9209 0.63% 0.068%
68 18.547 2575 2580 2585 rBV2 134102 186739 12.78%  1.384%
69 19.693 2772 2775 2779 rBV3 68296 75207 5.15% 0.557%
70 19.804 2791 2794 2801 rVB4 56260 68614 4.69% 0.508%

71 20.098 2838 2844 2852 rVB 979856 1436408 98.28% 10.645%
72 22.061 3173 3178 3186 rVB2 368143 659871 45.15%  4.890%
73 25.410 3741 3748 3766 rVB2 485926 1461505 100.00% 10.831%

Sum of corrected areas: 13494216
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

: MA/JU
. 05013-20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
BGO59663.D
5 Nov 2023 20:25

: 54  Sample Multiplier: 1

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

Abundance :
NS TIC: BG059663.D\data.ms
800000
600000
400000
10.791
9.546
200000 7.865 8.347 9.035 10.263
7.66 ’
o 3caddilmE 5 5EEEEEED 62756387 7.204001,7 58,729 9.187 10.104 1@
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 350 400 450 5.00 550 6.00 650 700 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance :
TSEossH TIC: BG059663.D\data.ms 20.008
17.830 :
800000 15.968
14.3
600000 13"681
17.7i0
400000 14.975
.068
200000
13.43B6588 16.361 16187843
O e e e e e e e T T S A L B S T B
Time--> 13.50 14.00 14.50 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 :
NS TIC: BG059663.D\data.ms
800000
600000
25.410
400000
200000
My Tt bebit o Aoyttt A A A s Arst e
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

5

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
BGO59663.D

Nov 2023 20:25

: MA/JU
. 05013-20

: 54

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.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.
18.547 5.16 ng/ul 186739  Phenanthrene-di10 17.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
3 Dodecanoic acid 200 C12H2402 000143-07-7 45
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43

Abundance Scan 2580 (18.547 min): BG059663.D\data.ms (-2575) (- | m/z 73.00 100.00%

73.0
5000
1291 213.2

18.50
M\ nhm ‘mui i \JJ L \ ‘Hn‘ L 476 6336 1 411 74713 537‘

R A b L e m/z 60.10 58.45%
Abundance #143511: n-Hexadecanoic acid

miz—-> 50 100 150 200 250 300 350 400 450 500
73.0
129.0 256.0
5000

18.50

o

} 185.0 m/z 69.00  46.46%
0 lh"“"““l'“" \l\“\l“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
60.0
18.50
5000 1290 m/Z 41 . 29 43 . 3700
213.0
L e —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75713: Dodecanoic acid
73.0 18.50
m/z 213.20 42.67%
5000
‘ ’ 200.0
oL LbL L NN
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59663.D

Acqg On : 5 Nov 2023 20:25
Operator : MA/JU

Sample : 05013-20

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.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 6-Octadecenoic acid, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.693 2.08 ng/ul 75207  Phenanthrene-d1e 17.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 83
2 6-Octadecenoic acid 282 (C18H3402 1000336-66-8 74
3 Decyl oleate 422 C28H5402 003687-46-5 50
4 9-Octadecenoic acid 282 C18H3402 002027-47-6 49
5 2,3-Dihydroxypropyl elaidate 356 C21H4004 002716-53-2 43

Abundance Scan 2775 (19 693 min): BG059663.D\data.ms (-2772) (- | m/z 97.10 100.00%

5000

320.6 384.3443.5°01-6 19.50 20.00
0 m/z 69.85 92.59%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176219: 6-Octadecenoic acid, (Z)-
55.0
5000

264.0 19.50 20.00
MH

3911

m/z 41.10  89.34%

‘\\‘\ "“Hh“"“m“‘\“l\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0

o

19.50 20.00
5000 111.0 264.0 m/z 55.10 84.00%
180.0
[ R R A R S e R N R R RS S RARS!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #314307: Decyl oleate
69.0 264.0 19.50 20.00
m/z 83.00 81.62%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59663.D

Acqg On : 5 Nov 2023 20:25
Operator : MA/JU

Sample : 05013-20

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.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 ... 18.547 5.2 ng/ul 186739 4 17.724 724073 20.0
6-Octadecenoic ... 19.693 2.1 ng/ul 75207 4 17.724 724073 20.0

SFAM-EPA-BG110323.MA.M Tue Nov 07 01:42:42 2023 6



