LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031247.D

Acg On I 26 Apr 2024 15:47
Operator : MA/JU

Sample : P2249-08

Misc :

ALS Vial : 11  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: BN031247.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 33 7rVB 52783 68856 1.11% 0.095%
2  3.411 68 72 82 rBvV 38288 61533 0.99% 0.085%
3 3.546 91 95 114 rBVY 672451 1062841 17.08% 1.473%
4 3.858 145 148 153 rvB2 12681 19027 0.31% 0.026%
5 5.728 461 466 473 rBV 11501 21614 0.35% 0.030%
6 6.628 615 619 624 rBV4 6957 9372 0.15% 0.013%
7 6.799 641 648 663 rBY 967995 1590578 25.57%  2.205%
8 6.969 670 677 691 rvB 810359 1278364 20.55% 1.772%
9 7.157 702 709 719 rBV 1031952 1611603 25.91% 2.234%
10 7.257 724 726 733 rVB8 4094 6774 0.11% 0.009%
11 7.622 781 788 796 rBV 991609 1522252 24.47% 2.110%
12 7.699 796 801 809 rvB4 12320 25076 0.40% 0.035%
13 8.334 900 909 924 rBV 1260684 2067759 33.24% 2.866%
14 8.781 977 985 1002 rBV 1002649 1627644 26.16%  2.256%
15 8.940 1007 1012 1016 rBV5 9364 13422  0.22% 0.019%
16 9.169 1045 1051 1056 rBvV 29415 46219 0.74%  0.064%
17 9.346 1076 1081 1090 rVB 44046 68801 1.11% 0.095%
18 9.493 1098 1106 1118 rBV 849159 1411392 22.69% 1.957%
19 9.728 1140 1146 1151 rBV7 7481 13109 0.21% 0.018%
20 9.922 1170 1179 1185 rBV3 14856 31306 0.50% 0.043%
21 10.028 1188 1197 1214 rBV 1338348 2180562 35.05% 3.023%
22 10.187 1219 1224 1240 rVW 106074 214271  3.44% 0.297%
23 10.404 1253 1261 1268 rBV 1414432 2377379 38.21%  3.296%
24 10.546 1278 1285 1300 rBV 1294925 2181332 35.06%  3.024%
25 10.957 1351 1355 1359 rVB5 8629 13129 0.21% 0.018%
26 11.151 1381 1388 1393 rBV2 38606 79816 1.28% 0.111%
27 11.828 1499 1503 1508 rBV5 6604 9766 0.16% 0.014%
28 11.916 1513 1518 1523 rBV4 4688 8311 0.13% 0.012%
29 11.998 1523 1532 1539 rVv2 23351 40559 0.65% 0.056%
30 13.087 1712 1717 1722 rW 18180 24407 0.39% 0.034%
31 13.163 1725 1730 1738 rBV 29769 49905 0.80% 0.069%
32 13.234 1738 1742 1747 rVB7 6363 11613 0.19% 0.016%
33 13.687 1812 1819 1833 rBV 2576047 3520077 56.58%  4.880%
34 13.963 1856 1866 1875 rBV2 2793544 4181216 67.21% 5.796%
35 14.169 1898 1901 1905 rVB3 8466 12057 0.19% 0.017%
36 14.269 1911 1918 1930 rBV 2217988 3301426 53.07% 4.577%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031247.D

Acg On I 26 Apr 2024 15:47
Operator : MA/JU

Sample : P2249-08

Misc :

ALS Vial : 11  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

37 14.487 1949 1955 1973 rBV 1199331 1965916 31.60% 2.725%
38 14.698 1985 1991 2000 rvB8 18724 39695 0.64% 0.055%
39 15.069 2051 2054 2058 rBV3 6900 9285 0.15% 0.013%
40 15.128 2061 2064 2068 rVB3 9207 10909 0.18%  0.015%
41 15.269 2080 2088 2096 rBV 3555438 5126343 82.40% 7.106%
42 15.392 2102 2109 2121 rBY 1171198 1606386 25.82% 2.227%
43 15.504 2123 2128 2138 rVB6 20859 42427 0.68%  0.059%
44 15.681 2155 2158 2164 rBV7 3835 6590 0.11% 0.009%
45 15.833 2180 2184 2188 rBV5 6106 10463 0.17% 0.015%
46 15.992 2207 2211 2213 rBv4 6695 9678 0.16% 0.013%
47 16.051 2218 2221 2227 rVB6 10706 14534  0.23% 0.020%
48 16.116 2227 2232 2236 rBV2 7262 12445 0.20% 0.017%
49 16.175 2237 2242 2246 rBV7 5987 12754 0.21% 0.018%
50 16.228 2248 2251 2257 rVB6 6431 10619 0.17%  0.015%
51 16.433 2281 2286 2290 rBV5 21449 32497 0.52%  0.045%
52 16.504 2293 2298 2300 rBV3 8345 11579 0.19% 0.016%
53 16.786 2342 2346 2349 rBV5 16173 24027 0.39% 0.033%
54 16.951 2370 2374 2376 rVB5 5707 7537 0.12% 0.010%
55 17.022 2380 2386 2396 rVV 2843889 3900663 62.70% 5.407%
56 17.122 2396 2403 2413 rBV2 3840555 5481313 88.11% 7.599%
57 17.198 2413 2416 2417 rVW3 10459 9700 0.16% 0.013%
58 17.222 2417 2420 2424 rVB5 17373 22713 0.37% 0.031%
59 17.322 2433 2437 2439 rVB3 5916 7168 0.12% 0.010%
60 17.428 2449 2455 2467 rBVS 30894 74852 1.20%  0.104%
61 17.528 2468 2472 2474 rVV5 5454 6622 0.11% 0.009%
62 17.692 2497 2500 2507 rVB8 14277 24577  0.40% 0.034%
63 17.792 2512 2517 2525 rBV8 17589 30682 0.49% 0.043%
64 17.928 2534 2540 2562 rBV 871785 1357061 21.81% 1.881%
65 18.222 2586 2590 2593 rBV5 8305 10634 0.17% 0.015%
66 18.263 2593 2597 2599 rBVS5 6349 9280 0.15% 0.013%
67 18.351 2608 2612 2619 rBV 79227 93903 1.51% 0.130%
68 18.598 2651 2654 2658 rVB5 10615 13241 0.21% 0.018%
69 18.804 2687 2689 2695 rBV6 6320 11463 0.18% 0.016%
70 18.986 2716 2720 2726 rVB2 51383 71355 1.15%  0.099%
71 19.063 2728 2733 2735 rBV2 93980 134655 2.16% 0.187%
72 19.092 2735 2738 2751 rVB2 83615 168207 2.70%  0.233%
73 19.216 2754 2759 2772 rBV 386987 609148 9.79%  0.844%
74 19.363 2781 2784 2788 rBV3 31649 42160 0.68% 0.058%
75 19.427 2788 2795 2801 rVV 4481830 6221077 100.00%  8.624%
76 19.480 2801 2804 2810 rVB3 39510 45117 0.73% 0.063%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031247.D

Acg On I 26 Apr 2024 15:47
Operator : MA/JU

Sample : P2249-08

Misc :

ALS Vial : 11  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

If 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 19.980 2885 2889 2893 rVB 53264 63040 1.01% 0.087%
78 20.410 2960 2962 2967 rBv4 24377 33141 0.53% 0.046%
79 20.474 2970 2973 2977 rVV2 90205 102512 1.65%  0.142%
80 20.957 3050 3055 3066 rBV 419314 817272 13.14%  1.133%
81 21.257 3100 3106 3120 rBVY 2667874 3826187 61.50% 5.304%
82 21.445 3135 3138 3143 rVB3 93243 117549 1.89%  0.163%
83 21.992 3228 3231 3235 rBV 83200 111359  1.79%  0.154%
84 22.610 3331 3336 3344 rVB3 129722 247375 3.98%  0.343%
85 23.327 3454 3458 3465 rvB2 111963 201169  3.23%  0.279%
86 23.957 3556 3565 3579 rVB2 2075960 5044212 81.08% 6.993%

87 24.157 3590 3599 3610 rVB 1464458 3509587 56.41% 4.865%

Sum of corrected areas: 72136046
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Data Path
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

1 26 Apr 2024 15:47
: MAZJU
- P2249-08

- 11

LSC Report - Integrated Chromatogram

> Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\

BN031247.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN041924 _MA.M
: SVOA CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: BN031247.D\data.ms

4000000

3000000

2000000

8.334 10.028% 3%
7 157
1000000 6.793 7.622 8.781 5403
3.546
o 310411 3858 5.728 6.62 257 71699 .9801584090. 72823 187| || 1085751 11190808
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\ T \\‘\\\\‘\\\
Time--> 3.00 350 4.00 450 500 550 6.00 6.50 700 750 800 850 900 950 1000 10.50 1100 1150 12.00 12,50
Abundance TIC: BN031247.D\data.ms
19.427
4000000 17.122
15.269
3000000 13.963 17.022 21.257
13.687
14.269
2000000
4.487 15.392
1000000
Mums 21.992 2261
LBE3EE34 | i4; 9 14.69 mmsmmsﬁ

OB B e e e e R e e e e L A A o B e
Time--> 13.00 13.50 1400 14.50 1500 15.50 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BN031247.D\data.ms
4000000
3000000
23.957
2000000 4157
1000000
23.327
O\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\
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 : BN031247.D

Acq On I 26 Apr 2024 15:47
Operator : MA/JU

Sample 1 P2249-08

Misc :

ALS Vial : 11  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.
17.927 6.96 ng/ul 1357060 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 2540 (17.927 min): BN031247.D\data.ms (-2534) (- | m/z 73.00 100.00%
73.0
43.0
5000 129.1
213.2 e
‘ 171.1 ‘ 256.1 18.00
- ‘\““H‘w L, Y S e A m/z 59.95 81.17%
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
A
5000 T T
213.0 18.00
171.0 m/z 43.05 80.97%
0b— \“ H ‘H‘\‘ h!\‘ ) | “\L | ‘\‘ “‘ “\‘h“ AL “ — “ ——
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 2
43.0 73.0 256.0
T
18.00
5000 m/z 57.05 67.32%
129.0
213.0
‘ 171.0 ‘
oL “\ L{M“H\ M“ ) T : “ “ “‘u\‘ T : “
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T
60.0 18.00
m/z 41.00 65.53%
5000 129.0
M‘”'O 1710 2130 2560
oL ‘M ‘H‘\ h““ L \\h“‘\ ;‘H‘\‘n} ‘\ ! “‘ “ “‘ \‘ “‘ S ! ‘\‘ =
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 : BN031247.D

Acq On I 26 Apr 2024 15:47
Operator : MA/JU

Sample 1 P2249-08

Misc :

ALS Vial : 11  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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.216 3.18 ng/ul 609148 Chrysene-d12 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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2759 (19.216 min): BN031247.D\data.ms (-2754) (- | m/z  73.00 100.00%
73.0

9.

=

5000 129.1
185.1 241.2 — E—
h ‘ ‘ 284.1 19.00 19.50
ol 4| Ly WO U0 VY i 355 m/z 43.05  91.80%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 = =
129.0 19.00 19.50
0
29. 1850 ;o 284.0 m/z 60.00 81.81%
0- Hr“““\“‘l \“‘\ \‘ \“\ “ by \L‘ T \“\ L
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
—5 =
129.0 19.00 19.50
5000/ 280 284.0 m/z 57.05 76.28%
185.0 241.0
oL ‘\“‘ MM“‘ u‘\‘ ‘ L “\ AL “ il ‘\“ ‘\ ‘\‘ , “‘ i
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid — —
43.0 19.00 19.50
m/z 55.00 73.79%
5000 129.0
3.0
284.0
1850 2410 ‘
ol b LU A
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031247.D

Acq On I 26 Apr 2024 15:47
Operator : MA/JU

Sample 1 P2249-08

Misc :

ALS Vial : 11  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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 3 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
o 4z e wrms etz T o1 707
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C2IH35F702  950085-66-6 94

2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 94

Abundance Scan 3055 (20.957 min): BN031247.D\data.ms (-3050) (-~ | m/z 57.00 100.00%
57.0
- Avawfw«wj\kqxgﬁyff
1= s
207.0 :
0 HH_HwH“‘-MmH%E“%??ﬁﬁ“?wwﬁ‘?ﬁ“?”H_WW n/z 43.00 87.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 L
21.00
m/z 55.00 80.32%
A 22
O \\H% TT\‘\‘\‘\J\“\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
—
21.00
5000 m/z 83.10 78.15%
5.0
252.0
0 m\\_Hw‘MJ‘!M‘“HH_HwHH_Hwf‘fﬁgwwww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 21.00
m/z 97.10 68.80%
5000 $
ok} h,.‘ 2520 3690 648
‘H‘_‘HM‘H‘HH‘H‘wu‘W‘HW‘H‘_H‘_‘HM‘H‘HH‘H‘W‘ —r—
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 : BN031247.D

Acg On I 26 Apr 2024 15:47
Operator : MA/JU

Sample : P2249-08

Misc :

ALS Vial : 11  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 ... 17.927 7.0 ng/ul 1357060 4 17.022 3900660 20.0
Octadecanoic acid 19.216 3.2 ng/ul 609148 5 21.257 3826190 20.0
Heptadecyl hept... 20.957 4.3 ng/ul 817272 5 21.257 3826190 20.0
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