LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031244.D

Acg On I 26 Apr 2024 13:49
Operator : MA/JU

Sample : P2249-05

Misc :

ALS Vial : 8 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 _MA_M
Title : SVOA CALIBRATION
Signal : TIC: BN031244.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 3.140 22 26 34 rVB 42849 61854 1.18% 0.098%
2  3.411 69 72 78 rBV 34791 51530 0.98% 0.082%
3 3.546 93 95 117 rBV 399499 621958 11.84%  0.984%
4 3.858 144 148 155 rVB 13016 19268 0.37% 0.030%
5 4.217 206 209 214 rvB4 8735 11979 0.23% 0.019%
6 4.781 299 305 310 rvB7 5606 8586 0.16% 0.014%
7 5.728 462 466 478 rVB2 9790 19738 0.38% 0.031%
8 6.634 611 620 625 rBvV2 15075 28037 0.53% 0.044%
9 6.799 642 648 666 rvW 787641 1278081 24.33% 2.023%
10 6.969 670 677 690 rVB 644768 1018501 19.39% 1.612%
11 7.158 699 709 717 rBV 825908 1295146 24.65%  2.050%
12 7.622 782 788 795 rBV 969515 1493366 28.42% 2.364%
13 7.699 795 801 807 rVvB5 10624 23229 0.44% 0.037%
14 8.193 880 885 889 rBV6 6620 11349  0.22% 0.018%
15 8.334 902 909 920 rBV 1002574 1668196 31.75%  2.640%
16 8.781 977 985 994 rBV 805294 1311421 24.96% 2.076%
17 8.940 1008 1012 1018 rVB7 7910 14571  0.28% 0.023%
18 9.169 1044 1051 1059 rBV 25037 41502 0.79% 0.066%
19 9.346 1076 1081 1087 rBV 39067 61800 1.18% 0.098%
20 9.493 1098 1106 1116 rBVY 677567 1108688 21.10% 1.755%
21 9.728 1142 1146 1154 rBvV2 18079 28479 0.54% 0.045%
22 9.916 1170 1178 1184 rBV5 12844 30344 0.58% 0.048%
23 10.028 1190 1197 1212 rBV 1056287 1749493 33.30% 2.769%
24 10.193 1217 1225 1237 rBV 92484 188181  3.58% 0.298%
25 10.405 1252 1261 1269 rBV 1406676 2357480 44.87% 3.731%
26 10.546 1278 1285 1302 rBV 906453 1603711 30.52% 2.538%
27 10.952 1350 1354 1359 rVB6 8929 15831 0.30%  0.025%
28 11.152 1382 1388 1392 rBv2 37103 69655 1.33% 0.110%
29 11.199 1392 1396 1401 rVB 25391 41837 0.80% 0.066%
30 11.352 1418 1422 1428 rVB7 7982 13923 0.26% 0.022%
31 11.828 1496 1503 1507 rBV7 7364 12237 0.23% 0.019%
32 11.875 1507 1511 1514 rVW5 7586 9378 0.18% 0.015%
33 11.910 1514 1517 1523 rVB5 4794 9735 0.19% 0.015%
34 11.999 1523 1532 1538 rBv2 18997 36589 0.70% 0.058%
35 12.546 1617 1625 1628 rBV7 4418 8540 0.16% 0.014%
36 12.728 1649 1656 1662 rBV5 7544 15967 0.30% 0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031244.D

Acg On I 26 Apr 2024 13:49
Operator : MA/JU

Sample : P2249-05

Misc :

ALS Vial : 8 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA_M
Title : SVOA CALIBRATION

37 13.087 1712 1717 1721 rVW3 16200 21929 0.42% 0.035%
38 13.163 1724 1730 1735 rBV 25746 39867 0.76% 0.063%
39 13.687 1812 1819 1834 rBV 2089997 2843097 54.11%  4.500%
40 13.869 1844 1850 1854 rBV9 3226 6480 0.12% 0.010%
41 13.963 1857 1866 1875 rBV 2323875 3436640 65.41% 5.439%
42 14.175 1895 1902 1905 rVB2 9182 13172  0.25% 0.021%
43 14.269 1911 1918 1926 rBV 2246064 3285745 62.54%  5.200%
44 14.487 1948 1955 1975 rBV 967471 1659032 31.58% 2.626%

45 14.698 1986 1991 2003 rvB10 18385 38713 0.74% 0.061%

46 14.793 2003 2007 2013 rVB9 5394 11333 0.22% 0.018%
47 15.075 2049 2055 2057 rBV 8925 11230 0.21% 0.018%
48 15.128 2061 2064 2068 rvB3 11101 14035 0.27% 0.022%
49 15.269 2081 2088 2099 rBY 3031973 4238596 80.67% 6.708%
50 15.392 2103 2109 2122 rVV 933485 1236356 23.53% 1.957%
51 15.504 2125 2128 2137 rVB6 17634 36184 0.69% 0.057%
52 15.834 2179 2184 2188 rBV7 6099 10429 0.20% 0.017%
53 15.881 2188 2192 2199 rVW3 16232 29488 0.56% 0.047%
54 15.992 2207 2211 2213 rBv4 11021 14387 0.27% 0.023%
55 16.051 2218 2221 2226 rVB6 9318 13847 0.26% 0.022%
56 16.245 2249 2254 2257 rBV6 3881 7562 0.14% 0.012%
57 16.428 2281 2285 2292 rBV5 23122 37396 0.71%  0.059%
58 16.498 2294 2297 2301 rBV6 4822 6238 0.12% 0.010%
59 16.704 2328 2332 2335 rVB6 5510 6840 0.13% 0.011%
60 16.787 2342 2346 2348 rBv4 9562 11981 0.23% 0.019%
61 17.022 2377 2386 2393 rBV 2919009 3943544 75.06% 6.241%
62 17.122 2397 2403 2412 rVV 3373529 4487553 85.41% 7.102%
63 17.198 2412 2416 2418 rVV3 10654 15137  0.29%  0.024%
64 17.222 2418 2420 2423 rVB2 14556 16059 0.31% 0.025%
65 17.316 2433 2436 2439 rVB3 7042 7558 0.14% 0.012%
66 17.522 2468 2471 2475 rBV6 4196 6424 0.12% 0.010%
67 17.698 2497 2501 2505 rVB3 17733 25334 0.48% 0.040%
68 17.798 2515 2518 2524 rVB4 16744 23753 0.45% 0.038%
69 17.863 2525 2529 2533 rBV3 19145 24943  0.47% 0.039%%
70 17.922 2534 2539 2550 rBV 565951 896092 17.06%  1.418%
71 18.222 2586 2590 2594 rBV7 14850 24088 0.46% 0.038%
72 18.257 2594 2596 2600 rBV5 10043 13656 0.26% 0.022%
73 18.351 2610 2612 2616 rVBS 12131 14730 0.28%  0.023%
74 18.598 2651 2654 2660 rBV8 9303 14727  0.28% 0.023%
75 18.986 2715 2720 2727 rBV2 50442 75199  1.43% 0.119%
76 19.063 2728 2733 2735 rBV3 120056 166820 3.18% 0.264%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031244.D

Acg On I 26 Apr 2024 13:49
Operator : MA/JU

Sample : P2249-05

Misc :

ALS Vial : 8 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Title : SVOA CALIBRATION

77 19.092 2735 2738 2754 rVV2 280151 603509 11.49%  0.955%
78 19.216 2754 2759 2769 rVV 298363 452996 8.62% 0.717%
79 19.363 2781 2784 2788 rVB3 43827 51286 0.98% 0.081%
80 19.428 2788 2795 2801 rBV 3843197 5254059 100.00%  8.316%
81 19.480 2801 2804 2808 rVB 38220 44180 0.84% 0.070%
82 19.980 2886 2889 2893 rVB3 49917 56664 1.08% 0.090%
83 20.204 2925 2927 2934 rBV7 19313 24385 0.46%  0.039%
84 20.310 2941 2945 2950 rBV 223430 325082 6.19% 0.515%
85 20.475 2970 2973 2977 rBv2 80512 86649 1.65% 0.137%
86 20.957 3050 3055 3065 rBv2 325518 686223 13.06%  1.086%
87 21.257 3101 3106 3119 rVB2 2733386 3886760 73.98% 6.152%
88 21.445 3136 3138 3143 rVB 81166 91867 1.75%  0.145%
89 21.998 3229 3232 3236 rVB 74323 93915 1.79%  0.149%
90 23.327 3454 3458 3465 rVB2 123337 239421 4.56% 0.379%
91 23.957 3557 3565 3578 rVB2 1813547 4412846 83.99% 6.984%

92 24.157 3590 3599 3612 rVB 1597393 3746599 71.31% 5.930%

Sum of corrected areas: 63182815
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031244.D

Acq On I 26 Apr 2024 13:49
Operator : MA/JU

Sample 1 P2249-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN031244.D\data.ms
3500000
3000000
2500000
2000000
1500000 10.405

8.334 10.028

7.622
1000000 7.158 .546
6.7986 8.781 9.493

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN031244.D\data.ms

500000 3.546
B.14D411 3.8584.217 4.781 5.728 6.63 699 8.1 980158469.72818 197 || 10 U84ER52 mwA09 125262
\\\‘\\\

o

19.428
3500000 17.122

3000000 15.269 17.022 21.257

2500000 13.963 560
13.687
2000000

1500000

1000000 4.487 15.392

17.922
20.957
500000 14.6¢4 20,310, 1.445 21.998

133863 3@&9.1 5 1449 e 5088%

Time--> 13.00 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 TIC: BN031244.D\data.ms

3500000
3000000
2500000
23.957

2000000 4.157
1500000

1000000

500000 23.327

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031244.D

Acq On I 26 Apr 2024 13:49
Operator : MA/JU

Sample 1 P2249-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.922 4.54 ng/ul 896092  Phenanthrene-di10 17.022
Hit# of 5 Tentative ID MW MolForm CAS# 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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2539 (17.922 min): BN031244.D\data.ms (-2534) (- | m/z 73.00 100.00%
73.0
43.0
5000 129.0
213.1 — =
H‘ ‘ 1711 ‘ 256.1 18.00
0 ‘“‘m W‘N . u w“wu“‘M‘ ‘M m/z 43.05 85.74%
m/z--> 50 150 200 250
Abundance #143511.n-Hexadecanok:add
73.0
43.0 129.0 256.0
5000 T T
213.0 18.00
oL ‘\“ \‘M‘H‘u‘ \HM\ \\hH\ ﬂ“ i ‘u ‘ b ‘\‘\‘ - “ : “‘ —
m/z--> 50 150 200 250
Abundance #143510.n—Hexadecanon:add
60.0
=
18.00
97.0 1710 2130 256.0
oLb—— ‘“‘ H ‘\ Mh”\ u‘\ ul ‘ “ ‘ - \‘ ““ T “\‘ ,
m/z--> 50 150 200 250
Abundance #143508.n—Hexadecanok:add —
3 2
43.0 73.0 256.0 18.00
m/z 56.95 66.91%
5000
129.0
213.0
bl
[ “\ \H“ hh‘\ H““\H\ m ‘ | “‘u\‘ T “‘ —=
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031244.D

Acq On I 26 Apr 2024 13:49
Operator : MA/JU

Sample 1 P2249-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 Acetic acid, trifluoro-, do... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.092 3.06 ng/ul 603509  Phenanthrene-d10 17.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 80
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 70
3 Acetic acid, trifluoro-, undecyl... 268 C13H23F302 053800-01-4 62
4 1-Hexyl-2-nitrocyclohexane 213 C12H23N02 118252-04-3 58
5 Cyclododecanemethanol 198 C13H260 001892-12-2 58
Abundance Scan 2738 (19 092 min): BN031244.D\data.ms (-2735) ( | m/z 55.05 100.00%
5!:
97.0
5000
19.00 |
37.0 264.1 .
ok ‘hhﬂﬂ‘ mﬁum‘m‘%gg%uwgag}“ 1 m/z 69.05 79.14%
miz--> 50 100 150 200 250
Abundance #175498: Acetic acid, trifluoro-, dodecyl ester
553.0
97.0
5000 e :
19.00
60 m/z 83.00 66.26%
’ 213.0
ol N i, H L \‘\ “M?q A TTT 2640
miz--> 50 100 150 200 250
Abundance #176229: trans-13-Octadecenoic acid
53.0
1T I
19.00
5000 m/z 41.00 65.88%
97.0
2640
SEL 09, 1600 2220 25
miz--> 50 100 150 200 250
Abundance #157643: Acetic acid, trifluoro-, undecyl ester T ‘
69.0 19.00
m/z 97.00 54.17%
5000
200 110
154.0
ol ‘\\ 1990 2500
m/z--> 50 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031244.D

Acq On I 26 Apr 2024 13:49
Operator : MA/JU

Sample 1 P2249-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.216 2.33 ng/ul 452996  Chrysene-di12 21.257
Hit# of 5 Tentative ID MW MolForm CAS# 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 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 91
Abundance Scan 2759 (19 216 min): BN031244.D\data.ms (-2754) (- | m/z 73.00 100.00%
5000 129.0 JL
185.1 2411 _— P
h ‘ ‘ 284 1 19.00 19.50
Y 0PI T IR By - T
mlz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
5000 — S
129.0 19.00 19.50
0
29.0 ‘ 1850 ;o 284.0 m/z 59.95 75.96%
0 \\“\‘ H“Lu‘ﬂ‘\ M \“‘\\\‘\‘\\‘\ \“\\\‘\‘\\\\‘\
miz--> 5 1oo 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
L =
19.00 19.50
5000 129.0 m/z 57.05 72.61%
185 0 10 2840
oL, “‘ ‘ ““H\ \M M ‘ L ‘ \‘ “ ‘\‘\‘ “\ ‘\‘ . P
m/z--> 5 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid P —
43.0 19.00 19.50
m/z 55.00 68.18%
5000
129 0
3.0 185 0 2410 284.0
m/z--> 5 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031244.D

Acq On I 26 Apr 2024 13:49
Operator : MA/JU

Sample 1 P2249-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.957 3.53 ng/ul 686223  Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 3055 (20.957 min): BN031244.D\data.ms (-3050) (- m/z 57.05 100.00%
57.0
o Lj\\,\J
5.1 0100
21.00
207.0
0 Jwﬂngo'”%'o“w-o m/z 43.10 85.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 T
21.00
m/z 55.00 71.44%
J l 250 50
O \H\‘H‘H“\\\\\.\‘\H\‘HH‘lHH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
e
21.00
5000 m/z 83.05 70.04%
5.0
252.0
ol Jﬂ_\.m&'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecy! heptafluorobutyrate ——
57.0 21.00
m/z 69.05 63.75%
5000
%s.o
INIEY IV OIS 7Y — S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031244.D

Acg On I 26 Apr 2024 13:49
Operator : MA/JU

Sample : P2249-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN041924 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 ... 17.922 4.5 ng/ul 896092 4 17.022 3943540 20.0
Acetic acid, tr... 19.092 3.1 ng/ul 603509 4 17.022 3943540 20.0
Octadecanoic acid 19.216 2.3 ng/ul 452996 5 21.257 3886760 20.0
(DEL) Alkane: S... 20.957 3.5 ng/ul 686223 5 21.257 3886760 20.0
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