LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
Data File : BP018696.D

Acqg On : 08 Dec 2023 04:45
Operator : MA/JU

Sample : 05459-14

Misc :

ALS Vvial : 32 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_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BPO18696.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.264 27 30 35 rVB 41048 48518 ©0.90% 0.081%
2 3.546 76 78 88 rvB 30609 46352 0.86% 0.078%
3 3.693 99 103 113 rBvV2 52204 84420 1.57% 0.141%
4 3,793 116 120 127 rW 90700 122228 2.28% 0.205%
5 3.917 137 141 146 rVB2 32839 50098 ©0.93% 0.084%
6 4.011 154 157 163 rVB2 28690 41766 0.78% ©0.070%
7 4.575 247 253 259 rVB2 26539 43960 0.82% 0.074%
8 4.946 310 316 325 rVW3 44179 100488 1.87% 0.168%
9 5.040 326 332 337 rVB4 25243 43216 0.81% 0.072%
10 5.858 463 471 475 rVB4 32644 62755 1.17% 0.105%
11 7.011 659 667 681 rVB2 553803 1060162 19.77% 1.775%
12 7.181 690 696 703 rBV 495715 740656 13.81% 1.240%
13 7.375 723 729 739 rBV 586277 894308 16.68% 1.498%
14 7.469 739 745 753 rVB4 49141 114877 2.14% 0.192%
15 7.846 800 809 816 rBV 918247 1472099 27.45% 2.465%
16 8.558 924 930 936 rBV 388717 620717 11.57% 1.040%
17 8.669 943 949 957 rBV 449649 703017 13.11% 1.177%
18 8.793 964 970 979 rVB 21884 50158 ©0.94% 0.084%
19 9.005 999 1006 1014 rVV 525018 838695 15.64% 1.405%
20 9.075 1014 1018 1024 rVB2 39234 55423 1.03% 0.093%

21 9.722 1120 1128 1135 rBV 366714 633985 11.82%
22 9.887 1149 1156 1166 rBV 90284 175206 3.27%
23 10.087 1180 1190 1196 rBV2 48244 96557 1.80%
24 10.263 1213 1220 1228 rVV 646413 1079333 20.13%
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25 10.640 1275 1284 1290 rBV 1210798 2031571 37.88% 402%
26 10.687 1290 1292 1297 rVB 41605 58965 1.10% ©0.099%
27 10.781 1302 1308 1318 rVV 211116 453211 8.45% 0.759%
28 11.181 1371 1376 1382 rBV2 29941 57495 1.07% ©.096%
29 11.428 1412 1418 1423 rBV2 32203 64570 1.20% ©0.108%
30 11.669 1455 1459 1464 rBV3 43843 70524  1.32% 0.118%
31 12.004 1507 1516 1521 rBV2 21742 46085 0.86% 0.077%
32 12.069 1521 1527 1532 rVV 62189 94734 1.77%  0.159%
33 12.228 1550 1554 1558 rvwv2 24747 42099 0.79% 0.071%
34 12.299 1560 1566 1577 rVB 92149 150555 2.81% ©.252%
35 12.516 1598 1603 1609 rBV 67604 106504 1.99% ©.178%

36 13.304 1732 1737 1743 rW2 87681 129466 2.41% 0.217%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
Data File : BP018696.D

Acqg On : 08 Dec 2023 04:45
Operator : MA/JU

Sample : 05459-14

Misc :

ALS Vvial : 32 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_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION
37 13.381 1744 1750 1756 rVB2 52868 88482 1.65% ©.148%
38 13.640 1788 1794 1795 rBV3 32363 50456 ©0.94% 0.084%
39 13.793 1816 1820 1825 rvV 57499 101906 1.90% 0.171%
40 13.851 1825 1830 1831 rVWV 50535 68955 1.29% 0.115%
41 13.887 1831 1836 1844 rVV 1183317 1673843 31.21% 2.803%
42 13.963 1844 1849 1853 rVWv3 54643 80383 1.50% 0.135%
43 14.034 1857 1861 1864 rVV2 35331 55508 1.04% 0.093%
44 14.169 1877 1884 1896 rBV 1392781 2067210 38.55% 3.462%
45 14.375 1915 1919 1926 rVB 83977 114852 2.14% 0.192%
46 14.475 1926 1936 1942 rBV 1801722 2653871 49.49% 4.444%
47 14.534 1942 1946 1955 rVB5 23789 62937 1.17% 0.105%
48 14.675 1964 1970 1979 rBV 436817 684530 12.76% 1.146%
49 14.828 1992 1996 1999 rBv2 61479 89316 1.67% 0.150%
50 14.875 1999 2004 2011 rVV 66423 136583 2.55% 0.229%
51 15.257 2064 2069 2073 rBV4 29361 52755 ©0.98% 0.088%
52 15.328 2077 2081 2086 rVB 87853 115533 2.15% 0.193%
53 15.463 2097 2104 2110 rBV 1917265 2765922 51.58% 4.632%
54 15.516 2110 2113 2118 rVV6 38125 62000 1.16% 0.104%
55 15.581 2119 2124 2134 rVB 274196 392399 7.32% 0.657%
56 15.734 2146 2150 2154 rVB5 30101 46769 0.87% 0.078%
57 15.816 2159 2164 2169 rvV 53578 85334 1.59% 0.143%
58 15.957 2182 2188 2196 rvVv 48225 109458 2.04% 0.183%
59 16.045 2198 2203 2210 rVB3 26340 51775 0.97% 0.087%
60 16.192 2223 2228 2230 rBV2 120206 170868 3.19% 0.286%
61 16.763 2319 2325 2328 rBV3 46225 83238 1.55% 0.139%
62 16.875 2340 2344 2351 rVB3 30573 57909 1.08% 0.097%
63 16.987 2359 2363 2368 rVV 104439 147540  2.75%  0.247%
64 17.040 2368 2372 2380 rVB4 42464 65104 1.21% 0.109%
65 17.222 2397 2403 2407 rBV 2372141 3351543 62.50% 5.613%
66 17.263 2407 2410 2414 rW 431381 549438 10.25% 0.920%
67 17.322 2414 2420 2431 rVV 2021504 3018907 56.29% 5.056%
68 17.410 2431 2435 2441 rVB9 22093 47598 0.89% 0.080%
69 17.728 2485 2489 2498 rVB2 125177 169784 3.17% 0.284%
70 17.998 2530 2535 2541 rBv4 58037 99986 1.86% 0.167%
71 18.116 2547 2555 2564 rBV2 441428 826947 15.42% 1.385%
72 18.269 2577 2581 2586 rBV2 77410 132120 2.46% 0.221%
73 18.310 2586 2588 2593 rVB 61984 68959  1.29% 0.115%
74 18.398 2599 2603 2606 rBV 130195 157653  2.94% 0.264%
75 18.575 2629 2633 2637 rBV 75621 98380 1.83% 0.165%

76 18.669 2645 2649 2660 rVB 159224 238573  4.45%  0.400%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
Data File : BP018696.D

Acqg On : 08 Dec 2023 04:45
Operator : MA/JU

Sample : 05459-14

Misc :

ALS Vvial : 32 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_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION
77 18.886 2682 2686 2690 rVB 107180 124851 2.33% 0.209%
78 18.928 2690 2693 2696 rBvV2 49742 50725 ©0.95% ©0.085%
79 18.981 2698 2702 2704 rBV2 63696 91393 1.70% 0.153%
80 19.010 2704 2707 2713 rVB2 87114 98204 1.83% 0.164%
81 19.063 2714 2716 2719 rBvV2 32231 46623 0.87% 0.078%
82 19.134 2722 2728 2735 rVV8 92053 235592 4.39% 0.395%
83 19.234 2741 2745 2753 rVB 873405 1163723 21.70% 1.949%
84 19.345 2760 2764 2773 rBV3 151930 208909 3.90% 0.350%
85 19.557 2794 2800 2804 rBV 3459937 4997959 93.20%  8.370%
86 20.069 2884 2887 2888 rBV 55581 60945 1.14% 0.102%
87 20.163 2901 2903 2907 rBvV2 41831 49245 0.92% 0.082%
88 20.575 2970 2973 2982 rVB2 128765 180920 3.37% 0.303%
89 20.792 3008 3010 3015 rBV 59250 84208 1.57% 0.141%
90 21.028 3047 3050 3057 rBV3 351225 545954 10.18% 0.914%
91 21.222 3080 3083 3088 rBV 266475 319693 5.96% 0.535%
92 21.310 3091 3098 3102 rVV2 3676217 5362886 100.00% 8.981%
93 21.345 3102 3104 3110 rVB 468668 530974 9.90% 0.889%
94 21.463 3121 3124 3129 rVB2 156828 177513 3.31% 0.297%
95 21.916 3198 3201 3206 rBvV3 153351 233540 4.35% 0.391%
96 22.957 3373 3378 3383 rBV 653122 1367984 25.51% 2.291%
97 23.469 3461 3465 3468 rBV = 247891 401037 7.48% 0.672%
98 23.522 3468 3474 3480 rVV2 2307437 4467730 83.31% 7.482%
99 23.574 3480 3483 3492 rVB2 571961 989195 18.45% 1.657%
100 23.674 3494 3500 3507 rBV 2240385 4541584 84.69% 7.606%

Sum of corrected areas: 59711484
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
Data File : BP@18696.D

Acqg On : 08 Dec 2023 04:45
Operator : MA/JU

Sample : 05459-14

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP018696.D\data.ms
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Abundance TIC: BP018696.D\data.ms
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Abundance TIC: BP018696.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
Data File : BP@18696.D

Acqg On : 08 Dec 2023 04:45
Operator : MA/JU

Sample : 05459-14

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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.
18.116 4.93 ng/ul 826947  Phenanthrene-di10 17.222
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 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
Abundance Scan 2555 (18.116 min): BP018696.D\data.ms (-2547) (- m/z 73.00 100.00%
73.0
5000
213.2
== 5
“' L% l ) 18.00 18.50
0l W‘Mw 4L, 28L0 355041584751 5435 1/, 59 95  80.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — ——
129.0 18.00 18.50
m/z 43.05 72.68%
O‘\\\““ Jmm‘mmlll}?ﬂ’.b\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
= —
18.00 18.50
5000 129.0 m/Z 57.05 66.57%
“ 213.0
(" ‘HJ‘M:WHm,mw‘um‘HH_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50
m/z 55.05 63.44%
5000 256.0
129.0
o Ll 300 LS -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
Data File : BP@18696.D

Acqg On : 08 Dec 2023 04:45
Operator : MA/JU

Sample : 05459-14

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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.
21.028 2.04 ng/ul 545954  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
2 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 83
3 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 83
4 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 83
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
Abundance Scan 3050 (21.028 min): BP018696.D\data.ms (-3047) (- m/z 57.05 100.00%
57.0
5000
226.1
T \
| ﬂfs.l 21.00
ol bbb byl 3289 4009 5030 ./, 43.05  64.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 e ‘
21.00
m/z 71.10 64.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #301027: Oxalic acid, isobutyl octadecyl ester
57.0
T \
21.00
5000 m/z 55.10 49,56%
2970
ol Lilllgzse a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #265881: Oxalic acid, isobutyl pentadecyl ester — ‘
57.0 21.00
m/z 83.10 47.87%
) $
255.0
ob UL pzs01e20 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120723\
Data File : BP018696.D

Acqg On : 08 Dec 2023 04:45
Operator : MA/JU

Sample : 05459-14

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 ... 18.116 4.9 ng/ul 826947 4 17.222 3351540 20.0
Oxalic acid, is... 21.028 2.0 ng/ul 545954 5 21.310 5362890 20.0
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