LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61424\
Data File : BN©32021.D

Acqg On : 15 Jun 2024 05:01
Operator : MA/JU

Sample : P2696-02

Misc :

ALS Vvial : 22 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@32021.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.175 28 32 41 rVB 53785 71707 1.13% 0.101%
2 3.446 75 78 84 rVB 14807 18351 0.29% 0.026%
3 3.575 98 100 115 rBV 664338 1036181 16.37% 1.459%
4 3,893 150 154 160 rBV 16929 25373 0.40% 0.036%
5 4.440 243 247 251 rvB3 6703 10884 0.17% 0.015%
6 4.787 301 306 314 rBV 21572 35867 ©.57% 0.051%
7 5.758 462 471 476 rBV 13560 25554 0.40% 0.036%
8 6.269 552 558 565 rVB8 4457 10347 0.16% 0.015%
9 6.669 619 626 629 rBV7 5057 10657 0.17% 0.015%
106 6.828 646 653 669 rVB 958979 1635141 25.84% 2.303%
11 6.993 675 681 690 rBV 772463 1240467 19.60% 1.747%
12 7.187 703 714 724 rBV 985550 1596300 25.23% 2.248%
13 7.263 724 727 737 rVB 23066 48673 0.77% ©0.069%
14 7.652 785 793 801 rBV 1093367 1728362 27.31% 2.434%
15 7.728 801 806 813 rVB5S 8982 19613 0.31% 0.028%
16 8.363 906 914 933 rBV 1267332 2156742 34.08% 3.037%
17 8.810 982 990 1005 rBV 987786 1615886 25.54%  2.275%
18 8.969 1014 1017 1022 rVB4 5087 6758 0.11% 0.010%
19 9.193 1053 1055 1061 rVB5 4027 6615 0.10% 0.009%
20 9.375 1080 1086 1095 rBV 22121 42595 0.67% ©0.060%
21  9.528 1104 1112 1122 rBV 789656 1371757 21.68% 1.932%
22 9.763 1145 1152 1158 rBV6 8108 16420 0.26% 0.023%
23 9.952 1177 1184 1189 rBv2 23158 42366 0.67% 0.060%
24 10.063 1194 1203 1222 rBV 1235724 2222376 35.12% 3.129%
25 10.434 1258 1266 1282 rVB 1658369 2783783 43.99%  3.920%
26 10.581 1282 1291 1308 rBV 1223875 2221860 35.11% 3.129%
27 10.969 1351 1357 1359 rBV6 4534 8230 0.13% 0.012%
28 10.999 1359 1362 1366 rVB6 5002 7466 0.12% 0.011%
29 11.187 1386 1394 1400 rVV 40967 96064 1.52% 0.135%
30 11.234 1400 1402 1412 rVB7 12145 23353 0.37% 0.033%
31 11.863 1504 1509 1513 rVB7 4067 7162 0.11% 0.010%
32 11.940 1518 1522 1528 rVWv4 8256 14277 0.23% 0.020%
33 12.028 1531 1537 1546 rVV2 24503 47797 0.76% 0.067%
34 12.098 1546 1549 1559 rvB8 3646 9918 0.16% 0.014%
35 12.893 1681 1684 1689 rBV6 3550 6488 0.10% 0.009%
36 13.110 1718 1721 1727 rVB6 5029 8791 0.14% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61424\
Data File : BN©32021.D

Acqg On : 15 Jun 2024 05:01
Operator : MA/JU

Sample : P2696-02

Misc :

ALS Vvial : 22 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION
37 13.193 1729 1735 1741 rW 36022 59320 0.94% 0.084%
38 13.257 1743 1746 1753 rVB6 5746 11826 0.19% 0.017%
39 13.716 1817 1824 1838 rBV 2440865 3547124 56.06% 4.995%
40 13.992 1857 1871 1887 rBV 2806139 4365352 68.99% 6.147%
41 14.198 1903 1906 1912 rVB7 5223 7627 0.12% 0.011%
42 14.298 1914 1923 1930 rVV 2635787 3961519 62.60% 5.578%
43 14.363 1930 1934 1938 rVV2 21951 36509 0.58% 0.051%
44 14.416 1941 1943 1948 rVB5 5797 9247 0.15% 0.013%
45 14.522 1954 1961 1981 rBV 937264 1692537 26.75% 2.383%
46 14.698 1987 1991 1993 rBv4 9189 14828 0.23% 0.021%
47 14.728 1993 1996 2002 rVB5 15242 24975 0.39% 0.035%
48 15.098 2053 2059 2062 rBv4 10132 19015 0.30% 0.027%
49 15.292 2085 2092 2099 rBV 3604410 5302309 83.79% 7.467%
50 15.351 2099 2102 2109 rVB 21446 31664 0.50% 0.045%
51 15.428 2109 2115 2126 rBV 867027 1215935 19.22% 1.712%
52 15.539 2129 2134 2135 rBvV3 12484 18239 0.29% 0.026%
53 15.651 2149 2153 2154 rBV4 5551 7532 0.12% 0.011%
54 15.857 2184 2188 2197 rBV1e 8968 19143 0.30% 0.027%
55 16.028 2212 2217 2223 rVV7 14599 32073 0.51% 0.045%
56 16.075 2223 2225 2231 rVB6 5717 8443 0.13% 0.012%
57 16.281 2255 2260 2264 rBV6 9197 14974 0.24% 0.021%
58 16.463 2287 2291 2295 rBV7 9806 17469 0.28% 0.025%
59 16.710 2330 2333 2339 rVBS8 10016 19256 0.30% 0.027%
60 16.804 2346 2349 2352 rBV3 10924 14468 0.23% 0.020%
61 16.863 2356 2359 2364 rVB2 19202 26416 0.42% 0.037%
62 16.969 2373 2377 2382 rVB8 12260 17854 0.28% 0.025%
63 17.045 2384 2390 2395 rBV 3048346 4545980 71.84% 6.402%
64 17.092 2395 2398 2402 rVV 245800 327273 5.17% 0.461%
65 17.145 2402 2407 2418 rVB2 3859148 5491615 86.78% 7.733%
66 17.233 2418 2422 2423 rBv4 11509 15481 0.24% 0.022%
67 17.457 2457 2460 2465 rVB 15759 23077 0.36% 0.032%
68 17.633 2487 2490 2492 rBV3 12821 18638 ©0.29% 0.026%
69 17.722 2502 2505 2509 rVB2 26694 35566 0.56% 0.050%
70 17.951 2535 2544 2553 rBV2 480073 912323 14.42% 1.285%
71 18.051 2559 2561 2567 rVB2 24687 31400 0.50% 0.044%
72 18.122 2568 2573 2576 rBV2 67995 108417 1.71% 0.153%
73 18.428 2622 2625 2629 rBV 27786 35689 0.56% 0.050%
74 18.669 2664 2666 2672 rBv4 16185 21529 0.34% 0.030%
75 19.11@ 2733 2741 2749 rBV 457197 743013 11.74% 1.046%
76 19.233 2758 2762 2772 rBV2 142878 250412 3.96% 0.353%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61424\
Data File : BN©32021.D

Acqg On : 15 Jun 2024 05:01
Operator : MA/JU

Sample : P2696-02

Misc

ALS Vvial : 22 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION

77 19.445 2792 2798 2813 rBV 4002504 6327846 100.00%  8.911%
78 19.975 2885 2888 2889 rBV 52025 58227 ©.92% 0.082%
79 20.492 2973 2976 2979 rBV2 149484 162633 2.57% 0.229%
80 20.969 3053 3057 3066 rVB 356898 516283 8.16% 0.727%
81 21.280 3104 3110 3115 rBV 2352528 3537335 55.90% 4.981%
82 21.469 3139 3142 3147 rVB2 157513 210391 3.32% 0.296%
83 24.010 3566 3574 3582 rBV2 1505749 3614078 57.11% 5.089%
84 24.210 3600 3608 3618 rVB 1309658 3301114 52.17% 4.649%

Sum of corrected areas: 71014155
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61424\
Data File : BN©32021.D

Acqg On : 15 Jun 2024 05:01
Operator : MA/JU

Sample : P2696-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN032021.D\data.ms
4000000

3500000
3000000
2500000

2000000
10.434

1500000 - 662 8.363 10.063 10.581
6.8287.187 8.810
1000000 6.99 9.528
3.575 : :
500000
0 3.173.446 3.893  4.4404. 787 5758  6.269 6 669 )| 71263 7.728 919:37 9.783 ImSEHEI,  1118¢

Time--> 3.00 350 4.00 450 5. 00 5.50 6 00 6 50 700 750 8. 00 8.50 9 00 9 50 10.00 10.50 11.00 11.50
Abundance TIC: BN032021.D\data.ms

4000000 17.145 19.445
15.292

3500000

17.045
3000000 13.992

14.298
2500000 13.716

2000000
1500000

1000000 14.522 15.428

17.951 19.110
500000 Mm 10,075 20.492
20088 12.488:1067 L RS, W5 IFETPR6 UB3EE04 gggmm DEAB. 408669
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Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BN032021.D\data.ms
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24.010
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61424\
Data File : BN©32021.D

Acqg On : 15 Jun 2024 05:01
Operator : MA/JU

Sample : P2696-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.951 4.01 ng/ul 912323  Phenanthrene-d1e 17.045
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91
Abundance Scan 2544 (17 951 min): BN032021.D\data.ms (-2535) (- | m/z 73.00 100.00%
5000 129.0 JL
213.2 .
‘ 710 ‘ 256.1 18.00
0 - ﬂh“ il J‘ b 308 )y ee.ee 78.56%
miz--> 150 200 250 300
Abundance #143511.n-Hexadecanok:add
73.0
0 129.0 256.0
41,
5000 j i
213.0 18.‘00
17 m/z 43.05 73.10%
oL ‘\L m\‘h‘\ ‘H‘\ ul ‘H ‘ L \‘\“ ‘\“‘ : “‘ e
m/z--> 150 200 250 300
Abundance #143510.n—Hexadecanok:add
60.0
——
18.00
5000 129.0 m/Z 57.05 62.07%
i7.0 1710 2130 256.0
oL— \“ Hﬂh”\ ‘H‘\ m““““\‘ ““\H“\HH“
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid R
2
43.0 256.0 18.00
m/z 55.00 58.03%
5000
129.0
3.0 213.0
‘ 1710 ‘
ol “\ whh‘\ HM‘\H\ \\ , “ “‘u\‘ T “‘ Vo —r—
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61424\
Data File : BN©32021.D

Acqg On : 15 Jun 2024 05:01
Operator : MA/JU

Sample : P2696-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Oxalic acid, isobutyl hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.969 2.92 ng/ul 516283  Chrysene-d12 21.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
2 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 87
3 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 83
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 81
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 74

Abundance Scan 3057 (20.969 min): BN032021.D\data.ms (-3053) (- | m/z 57.05 100.00%

57.0
5000
111 226.1 P10
0 “J,H‘VN‘ww%ﬁﬁ%“‘kﬂ‘“??%?“3441 4149 mjz 43.00  69.29%
miz--> 50 100 150 200 250 300 350 400
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 R
21.00
m/z 71.05 68.11%
O \“\ ‘\“ \“M \‘H\H“‘ \‘ \‘\]\-5’5\0\ T ‘2\2\4\(\)‘2\6?\()\ ‘ LI ‘ LI ‘ LI

m/z--> 50 100 150 200 250 300 350 400
Abundance #316440 Carbonic acid, decyl hexadecyl ester

e

21.00
m/z 85.10 48.68%
5000 141.0
.,
ol it 1 DO/ E—
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #290944: Oxalic acid, isobutyl heptadecyl ester e
57.0 21.00
m/z 55.00 47.89%
i
ol Mﬂwulm¥?5°““?339‘HM““““‘W““ S—
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61424\
Data File : BN©32021.D

Acqg On : 15 Jun 2024 @05:01
Operator : MA/JU

Sample : P2696-02

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@52924.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 ... 17.951 4.0 ng/ul 912323 4 17.045 4545980 20.0
Oxalic acid, is... 20.969 2.9 ng/ul 516283 5 21.280 3537340 20.0
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