LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50452.D

Acqg On : 5 0ct 2021 21:08
Operator : CG/JU

Sample : M4003-01

Misc :

ALS vial : 7 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-BG093021.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50452.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.634 22 25 34 rVB 14687 27224 1.81% 0.191%
2 4.069 94 99 111 rBV 32932 64932 4.31% 0.457%
3 4.298 135 138 145 rVB3 5986 8926 0.59% 0.063%
4 4,375 148 151 152 rBV3 1774 1844 0.12% 0.013%
5 4.404 152 156 161 rBV3 4011 6854 0.46% 0.048%
6 4.862 230 234 236 rBv4 1529 2502 0.17% ©0.018%
7 5.656 368 369 374 rVB3 1266 1672 0.11% 0.012%
8 5.708 374 378 380 rBV3 1237 1960 0.13% 0.014%
9 7.395 659 665 674 rVB 43650 82309 5.46% 0.579%
10 7.583 690 697 704 rBV 166104 291195 19.33% 2.047%
11 7.788 725 732 741 rVB 160470 284764 18.91%  2.002%
12 7.865 741 745 747 rBV3 1613 2099 0.14% 0.015%
13 8.264 805 813 822 rBV 189952 340031 22.58% 2.391%
14 8.952 923 930 939 rVW 125496 224087 14.88% 1.576%
15 9.434 1005 1012 1020 rBV 215017 391411 25.99% 2.752%
16 9.804 1070 1075 1082 rBvV3 1609 3189 0.21% 022%

17 10.162 1128 1136 1146 rBV 168499 303849 20.17%
18 10.697 1220 1227 1236 rBV 232725 415846 27.61%
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19 10.838 1243 1251 1258 rBV3 10233 21008 1.39% 148%
20 10.885 1258 1259 1263 rVB2 2102 1781 0.12% 013%
21 10.932 1263 1267 1271 rBV3 1031 1627 0.11% 011%

22 11.090 1285 1294 1302 rBV 266004 488698 32.45%
23 11.214 1308 1315 1323 rBV 192082 366491 24.33%
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24 11.355 1336 1339 1343 rBV3 2193 2913  0.19% 020%
25 12.653 1554 1560 1565 rVB2 5000 7705 0.51% 0547%
26 13.717 1736 1741 1745 rVB2 8454 13254 0.88% 093%

27 14.275 1829 1836 1844 rVB 490600 703462 46.71%
28 14.580 1880 1888 1895 rBV 507044 825620 54.82%
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29 14.804 1925 1926 1929 rVVv2 1996 1942 0.13% 014%
30 14.880 1932 1939 1947 rVB 397428 648254 43.04% 558%
31 15.045 1960 1967 1977 rBV 50100 85495 5.68% ©0.601%
32 15.262 1998 2004 2006 rBvV2 3385 4331 0.29% 0.030%
33 15.421 2026 2031 2035 rBvV2 1325 1937 0.13% 0.014%
34 15.644 2064 2069 2071 rBV2 1231 1809 0.12% 0.013%
35 15.691 2076 2077 2081 rVB2 1949 2170 0.14% 0.015%

36 15.867 2099 2107 2116 rVW 656190 1055171 70.06% 7.419%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50452.D

Acqg On : 5 0ct 2021 21:08
Operator : CG/JU

Sample : M4003-01

Misc :

ALS vial : 7 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-BG093021.M
Title : SVOA CALIBRATION
37 15.973 2119 2125 2134 rVV 227058 340288 22.59% 2.393%
38 16.043 2134 2137 2139 rW 1480 1624 0.11% 0.011%
39 16.102 2141 2147 2153 rVB5 8481 15397 1.02% 0.108%
40 16.220 2163 2167 2168 rVV2 1335 1706 0.11% 0.012%
41 16.255 2168 2173 2178 rVV4 2618 5776 0.38% 0.041%
42 16.314 2180 2183 2188 rVB3 1438 2445 0.16% 0.017%
43 16.555 2217 2224 2227 rBv4 5724 10228 0.68% 0.072%
44 17.060 2307 2310 2315 rVB4 1638 1929 0.13% 0.014%
45 17.219 2334 2337 2340 rVB4 1269 1595 ©0.11% 0.011%
46 17.407 2364 2369 2374 rBVS5S 5107 8319 0.55% 0.058%
47 17.624 2399 2406 2414 rVWW 500312 761662 50.57% 5.355%
48 17.724 2416 2423 2432 rBV 845809 1292729 85.83% 9.089%
49 17.971 2464 2465 2469 rBv3 1322 1601 0.11% 0.011%
50 18.000 2469 2470 2474 rVB4 2931 2587 0.17% 0.018%
51 18.047 2474 2478 2481 rBvV3 1740 2020 0.13% 0.014%
52 18.147 2492 2495 2496 rVB2 2280 1945 0.13% 0.014%
53 18.270 2509 2516 2521 rBV6 6424 9149 0.61% 0.064%
54 18.364 2529 2532 2535 rBV2 1902 2470 0.16% 0.017%
55 18.411 2535 2540 2541 rVB4 1140 1673 0.11% 0.012%
56 18.482 2547 2552 2561 rBV2 69798 103141 6.85% 0.725%
57 18.723 2590 2593 2595 rBvV2 1411 19066 0.13% 0.013%
58 18.776 2599 2602 2605 rVB2 1580 1792 0.12% 0.013%
59 18.887 2619 2621 2624 rBvV3 2118 2882 0.19% 0.020%
60 18.946 2630 2631 2634 rBV 1418 1719 0.11% 0.012%
61 19.340 2695 2698 2699 rBV3 1766 1685 ©0.11% 0.012%
62 19.398 2706 2708 2710 rVvvV2 1989 1963 0.13% 0.014%
63 19.422 2710 2712 2715 rVB5 3632 4159 0.28% 0.029%
64 19.522 2728 2729 2731 rBV2 2773 2205 0.15% 0.016%
65 19.557 2731 2735 2740 rVV6 10519 17125 1.14% 0.120%
66 19.633 2744 2748 2753 rVB 15365 21705 1.44% 0.153%
67 19.739 2762 2766 2773 rBvV2 32591 47415 3.15% ©0.333%
68 19.886 2788 2791 2798 rVB6 5601 11634 0.77% ©0.082%
69 19.998 2803 2810 2817 rVV 1043724 1506170 100.00% 10.590%
70 20.209 2843 2846 2847 rBv4 3948 4125 0.27% 0.029%
71 20.685 2925 2927 2930 rVB4 3260 2091 0.14% 0.015%
72 20.996 2978 2980 2984 rVB4 7951 10025 0.67% 0.070%
73 21.537 3067 3072 3080 rBV5 36285 83722 5.56% 0©.589%
74 21.925 3130 3138 3145 rVB 457320 794047 52.72%  5.583%
75 22.959 3312 3314 3316 rBV2 5255 5679 0.38% 0.040%
76 23.482 3399 3403 3408 rVB6 12544 23241 1.54% 0.163%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50452.D

Acqg On : 5 0ct 2021 21:08
Operator : CG/JU

Sample : M4003-01

Misc :

ALS vial : 7 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-BG093021.M
Title : SVOA CALIBRATION

77 24.345 3546 3550 3556 rVB3 19795 36829 2.45% ©.259%
78 25.109 3668 3680 3692 rVB2 480021 1385457 91.99% 9.741%
79 25.344 3709 3720 3734 rVB2 271012 849256 56.39% 5.971%
80 26.584 3923 3931 3940 rVB5 23043 68503 4.55% 0.482%
81 28.047 4173 4180 4192 rVB6 21294 67924 4.51% ©.478%
82 28.323 4225 4227 4228 rBV2 4518 2381 0.16% 0.017%
83 28.729 4294 4296 4298 rBV2 4677 3855 0.26% 0.027%
84 29.792 4475 4477 4479 rBV3 6796 6523 0.43% 0.046%

Sum of corrected areas: 14222664
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BG@50452.D

Acqg On : 5 0ct 2021 21:08
Operator : CG/JU

Sample : M4003-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG050452.D\data.ms
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Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG050452.D\data.ms
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Abundance TIC: BG050452.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BG@50452.D

Acqg On : 5 0ct 2021 21:08
Operator : CG/JU

Sample : M4003-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.482 2.71 ng/ul 103141  Phenanthrene-die 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2552 (18.482 min): BG050452.D\data.ms (-2547) (- m/z 72.95 100.00%

43.0 73.0
5000
129.0
1571 213.1 T
e 256.1 18.50
0/ m/z 43.00 88.35%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0 T
18.50
157.01g5 02130  256.0 m/z 60.00 83.69%
0 \H‘\\Hi‘}‘\\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
o
18.50
5000 ITI/Z 57 .00 73.36%
129.0
213.0
‘ Hl(ﬂ 157.0185.0 ‘
LI P N
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
430 73.0 18.50
' m/z 55.00 67.63%
5000
129.0
‘ ‘ 171.0 2140
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BG@50452.D

Acqg On : 5 0ct 2021 21:08
Operator : CG/JU

Sample : M4003-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Heptafluorobutyric acid, pe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.537 2.11 ng/ul 83722  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 90
4 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87

Abundance Scan 3072 (21.537 min): BG050452.D\data.ms (-3067) (- m/z 57.00 100.00%
57.0
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111 Ead |
ol At byl EPES TP m/z 43.00  86.79%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 — ‘
21.50
m/z 55.00 77.28%
169.0
O \\“\ ‘\“‘\\ “‘\ ‘ “ ‘\\\\21?\925‘59\\‘\\\\‘\\\4\.0‘6\(\
m/z--> 50 100 150 200 250 300 350 400
Abundance #248981: 1-Heneicosyl formate
57.0
T \
21.50
5000 m/z 83.00 70.55%
0 \\ I3 ‘\ 10,2100 2904400
Py | L R I
miz--> 50 100 150 200 250 300 350 400
Abundance #267412: Trichloroacetic acid, tetradecyl ester VWWﬂNWM&M‘ ‘
43.0 21.50
m/z 97.00 63.58%
5000
OJM L300 a0 tr
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50452.D

Acqg On : 5 0ct 2021 21:08
Operator : CG/JU

Sample : M4e03-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG093021.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 ... 18.482 2.7 ng/ul 103141 4 17.624 761662 20.0
Heptafluorobuty... 21.537 2.1 ng/ul 83722 5 21.925 794047 20.0
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