LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45247.D

Acqg On : 15 Apr 2024 16:50
Operator : MA/JU

Sample : P2051-10

Misc :

ALS vial : 5 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_ M\Methods\SFAM-EPA-BM040524 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@45247.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.181 13 16 24 rvB2 9068 12600 0.95% 0.127%
2 3.293 33 35 39 rVB3 1497 1685 0.13% 0.017%
3 3.405 51 54 56 rW2 1343 1409 0.11% 0.014%
4 3,587 82 85 98 rBV 28761 63155 4.75% 0©.638%
5 3.869 130 133 139 rvwv3 3107 5214 ©.39% 0.053%
6 3.928 141 143 146 rVB3 1643 1596 0.12% 0.016%
7 4.175 182 185 187 rBV2 1582 1479 0.11% 0.015%
8 4.293 202 205 208 rBVS 1945 2742 0.21% 0.028%
9 4.557 246 250 253 rVB5 1018 1348 0.10% 0.014%
106 4.752 280 283 286 rBV3 1450 1829 0.14% 0.018%
11  4.963 315 319 323 rVB4 1541 2374 0.18% 0.024%
12 6.693 610 613 616 rBV3 2042 3236 0.24% 0.033%
13 6.798 625 631 636 rBv3 7068 16427 1.24% 0.166%
14 6.945 650 656 667 rBV 134067 225420 16.96%  2.276%
15 7.128 681 687 696 rBV 42130 76635 5.77% 0.774%
16 7.587 758 765 775 rBV 166244 276099 20.77% 2.788%
17 7.663 777 778 782 rVB4 1678 1564 0.12% 0.016%
18 7.940 820 825 831 rVBS 1323 2438 0.18% 0.025%
19 8.310 881 888 898 rBV2 34226 68843 5.18% 0.695%
20 8.751 956 963 976 rBvV 149641 271060 20.39% 2.737%
21 9.110 1020 1024 1026 rBV4 1708 2109 0.16% 0.021%
22 9.463 1079 1084 1094 rBV 40935 77512 5.83% 0.783%
23 9.998 1169 1175 1184 rBV 49821 96830 7.28% 0.978%
24 10.357 1229 1236 1252 rVB 209410 352036 26.48%  3.555%
25 10.522 1258 1264 1284 rBV 100930 258910 19.48% 2.614%
26 11.181 1375 1376 1379 rBV2 1292 1558 0.12% 0.016%
27 11.251 1384 1388 1390 rBV 1035 1576 0.12% ©0.016%
28 11.557 1437 1440 1446 rBV4 701 1387 0.10% 0.014%
29 11.857 1487 1491 1494 rBV3 975 1532 0.12% 0.015%
30 12.222 1547 1553 1556 rBvV3 807 1348 0.10% 0.014%
31 13.139 1704 1709 1712 rBV4 2347 3616 0.27% 037%

32 13.669 1793 1799 1813 rVB 333538 498900 37.53%
33 13.927 1834 1843 1854 rBV 389602 588164 44.25%
34 14.145 1876 1880 1883 rBV3 1189 1423  0.11%
35 14.239 1889 1896 1903 rBV 281683 428167 32.21%
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36 15.104 2039 2043 2048 rVB4 2443 4152 0.31% 0.042%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45247.D

Acqg On : 15 Apr 2024 16:50
Operator : MA/JU

Sample : P2051-10

Misc :

ALS vial : 5 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_ M\Methods\SFAM-EPA-BM040524 .MA.M
Title : SVOA CALIBRATION
37 15.239 2060 2066 2077 rBV 498781 753217 56.66% 7.606%
38 15.392 2086 2092 2105 rVvB2 32481 60832 4.58% 0.614%
39 15.492 2107 2109 2113 rVB3 1621 1439 0.11% 0.015%
40 16.427 2265 2268 2274 rBV3 2144 3245 0.24% 0.033%
41 16.810 2329 2333 2335 rVV3 1743 2665 0.20% 0.027%
42 16.839 2335 2338 2342 rVB3 1084 1470 0.11% 0.015%
43 16.939 2351 2355 2358 rBV3 3452 4161 0.31% 0.042%
44 16.998 2358 2365 2374 rVV 354559 484971 36.48% 4.897%
45 17.098 2376 2382 2393 rVV 558836 848321 63.82% 8.566%
46 17.204 2396 2400 2403 rVV4 1635 3155 0.24% 0.032%
47 17.245 2403 2407 2410 rVB2 985 1635 0.12% 0.017%
48 17.404 2430 2434 2440 rVV2 12168 18032 1.36% ©0.182%
49 17.692 2481 2483 2488 rVB4 1784 2192 0.16% 0.022%
50 17.792 2494 2500 2502 rBv4 2041 2724 0.20% 0.028%
51 17.909 2514 2520 2527 rBV2 56303 84072 6.32% 0.849%
52 18.121 2552 2556 2559 rBv2 8654 9922 0.75% 0.100%
53 18.151 2559 2561 2564 rVB4 2111 1789 0.13% 0.018%
54 18.239 2575 2576 2581 rVB6 2562 2783 0.21% ©0.028%
55 18.309 2585 2588 2590 rBV4 1545 1808 ©0.14% 0.018%
56 18.345 2590 2594 2597 rVB6 3203 3542 0.27% 0.036%
57 18.427 2604 2608 2612 rVB5 2578 2258 0.17% 0.023%
58 18.474 2612 2616 2619 rBV4 2404 3546 0.27% 0.036%
59 18.539 2625 2627 2630 rVB3 2342 2358 0.18% 0.024%
60 18.609 2633 2639 2645 rVV3 36267 46606 3.51% 0.471%
61 18.668 2645 2649 2656 rVV 30722 40066 3.01% ©.405%
62 18.715 2656 2657 2658 rVV 2551 1755 0.13% 0.018%
63 18.745 2658 2662 2666 rVV 35025 42246  3.18% 0.427%
64 18.798 2666 2671 2676 rVB3 13105 22707 1.71% 0.229%
65 18.968 2697 2700 2704 rBV4 7345 8786 0.66% 0.089%
66 19.045 2710 2713 2716 rBV3 7041 9368 0.70% 0.095%
67 19.080 2716 2719 2724 rVB4 10683 14972 1.13% 0.151%
68 19.204 2736 2740 2747 rBV3 27629 40336 3.03% 0.407%
69 19.280 2751 2753 2755 rVB3 2855 2378 0.18% 0.024%

70 19.404 2768 2774 2785 rBV 766602 1048448 78.87% 10.587%

71 19.709 2824 2826 2829 rVB4 3752 3439 0.26% 0.035%
72 19.774 2835 2837 2839 rVB3 4419 2818 0.21% 0.028%
73 19.827 2842 2846 2850 rVB7 4142 6553 0.49% 0.066%
74 19.874 2850 2854 2859 rBV 29057 36083 2.71% ©.364%
75 19.968 2868 2870 2874 rVB5 7485 8548 0.64% 0.086%
76 20.074 2886 2888 2890 rBV3 2808 3094 ©0.23% 0.031%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45247.D

Acqg On : 15 Apr 2024 16:50
Operator : MA/JU

Sample : P2051-10

Misc

ALS vial : 5 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_ M\Methods\SFAM-EPA-BM040524 .MA.M
Title : SVOA CALIBRATION

77 20.298 2925 2926 2928 rBV2 3713 2884 0.22% 0.029%
78 20.403 2942 2944 2946 rBV3 4046 3954 0.30% 0.040%
79 20.427 2946 2948 2951 rVV3 9269 10431 ©.78% 0.105%
80 20.474 2953 2956 2958 rVv3 10634 12131 0.91% 0.122%
81 20.509 2960 2962 2965 rVB3 3931 3046 0.23% 0.031%
82 20.939 3031 3035 3043 rBV3 48151 68157 5.13% ©0.688%
83 21.209 3076 3081 3092 rBV 427572 616941 46.41% 6.230%
84 21.380 3107 3110 3114 rBV4 13714 16035 1.21% 0.162%
85 21.809 3180 3183 3190 rBV 44741 60872 4.58% 0.615%
86 22.392 3279 3282 3287 rVB3 38613 53472 4.02%  0.540%
87 22.768 3343 3346 3350 rVB5 24951 36098 2.72% 0.364%

88 23.274 3425 3432 3439 rBV2 741034 1329301 100.00% 13.423%
89 23.415 3450 3456 3464 rVB 361811 695468 52.32% 7.022%

Sum of corrected areas: 9903503
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Apr 2024 16:50
: MA/JU
. P2051-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
BM045247.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance
800000

700000

600000

500000

400000

300000

200000

100000

TIC: BM045247.D\data.ms
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0.522
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0
Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45247.D

Acqg On : 15 Apr 2024 16:50
Operator : MA/JU

Sample : P2051-10

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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.
17.910 3.47 ng/ul 84072  Phenanthrene-d1e 16.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2520 (17.909 min): BM045247.D\data.ms (-2514) (- 73.00 100.00%
73.0
43.0
5000
129.0
213.1
LUEL [ e ™ s
R m“ L m/z 59.90  71.61%
miz-> 50 100 150 200 250
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
5000 — "
18.00
129.0 S50 256.0 55.00 65.77%
Ll | e 3
A NHM‘M MJAH\\“\J\H ‘J“ S S
miz-> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
18.00
5000 256.0 43.00 63.79%
129.0
213.0
LU g ), 3
: “‘ H‘M H“ H‘ M‘H \H‘\ gy ‘ ‘ “M‘ - ‘\‘
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0 18.00
m/z 41.00 63.04%
5000
129.0
213.0
L, o]
1‘4‘0 ‘\ }\“H Il M“ H‘ \hh‘w \‘H‘\ il el ‘ 1 L ‘ \‘AMWMM/V\A/\’\N\

miz--> 50 100 150 200 250 18.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
BM045247.D

: 15 Apr 2024 16:50
: MA/JU
. P2051-10

: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524 .MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L
ion 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

R.T. E

20.939 2

2 Oxalic acid, hexadecyl prop... Concentration Rank 2
stConc Area Relative to ISTD R.T.
26.939  2.21 ng/ul 68157 Chrysene-d12 21.209
Tentative ID MW MolForm CASH# Qual

Hit# of 5

1 Oxalic ac

id, hexadecyl propyl ester 356 C21H4004

2 Oxalic acid, isobutyl pentadecyl... 356 C21H4004
3 Methoxyacetic acid, heptadecyl e... 328 C20H4003
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404

1000309-26-9 87
1000309-38-0 83
1000282-99-1 83
1000309-38-1 83
1000309-38-2 80

Abundance Scan 3035 (20.939 min): BM045247.D\data.ms (-3031) (- | m/z 43.05 100.00%
43.0
. ¥ /MK/‘MM
P
22.9
ﬂ | 192.9 268.8 3410 21.00
AR L SR T mjz 57.05  99.20%
miz--> 50 100 150 200 250 300 350
Abundance #265841: Oxalic acid, hexadecy! propyl ester
43.0
5000 L
3.0 21.00
269.0 m/z 70.95 64.71%
25.0
T H\ ‘\ ‘ \H! \‘H \‘ ‘h‘ ﬁ\“\”\ ‘ T \1-96‘.0\ L ‘ T } T \371\270\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #265881: Oxalic acid, isobutyl pentadecyl ester
57.0
21.00
5000 m/z 54.95  60.26%
‘ flo 255.0
Ll w0 oo 20
m/z--> 50 100 150 200 250 300 350
Abundance #234668: Methoxyacetic acid, heptadecyl ester —
57.0 21.00
m/z 69.05 48.23%
7.0
5000
283.0
238.0
40.0
L3000 | T | 20 et uningh
m/z--> 50 100 150 200 250 300 350 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45247.D

Acqg On : 15 Apr 2024 16:50
Operator : MA/JU

Sample : P2051-10

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 ... 17.910 3.5 ng/ul 84072 4 16.998 484971 20.0
Oxalic acid, he... 20.939 2.2 ng/ul 68157 5 21.209 616941 20.0
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