LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31163.D

Acqg On : 23 Apr 2024 20:56
Operator : MA/JU

Sample : P2164-10

Misc :

ALS Vvial : 53 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©41924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@31163.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.14e 23 26 36 rBV 18884 31455 0.70% 0.977%
2 3.422 70 74 79 rBvV2 12306 20214 0.45% 0.049%
3 3.558 95 97 110 rBV 131794 236265 5.23% 0.575%
4 3.658 110 114 119 rvB2 13501 23472 ©.52% 0.057%
5 3.864 146 149 154 rBV3 8400 11293 0.25% 0.027%
6 4.417 239 243 249 rBV9 3226 6461 0.14% 0.016%
7 4.769 297 303 304 rBV3 5450 7966 0.18% 0.019%
8 5.640 446 451 457 rBV8 2946 5285 0.12% 0.013%
9 6.628 616 619 623 rBVS5 2787 4736 0.10% 0.012%
10 6.805 643 649 660 rBV 447781 737130 16.32%  1.793%
11 6.975 672 678 689 rVB 361758 574129 12.71% 1.396%
12 7.163 702 710 719 rBV 468862 730280 16.17% 1.776%
13 7.628 782 789 796 rBV 482307 767952 17.00% 1.868%
14 7.710 796 803 808 rVB9 3499 10276 ©0.23% 0.025%
15 8.334 901 909 920 rBV 539096 848956 18.79%  2.065%
16 8.452 924 929 937 rVB 81856 127985 2.83% 0.311%
17 8.787 979 986 994 rBV 454022 722819 16.00% 1.758%
18 8.952 1008 1014 1018 rBV5S 5084 8942 0.20% 0.022%
19 9.181 1049 1053 1057 rVB3 6808 9263 0.21% 0.023%
20 9.357 1077 1083 1089 rBV2 16186 26503 0.59% 0.064%
21 9.499 1099 1107 1116 rBV 351819 581321 12.87% 1.414%
22 9.657 1130 1134 1141 rVB7 5701 12719 0.28% 0.031%
23 9.863 1163 1169 1173 rBv4 6948 12999 0.29% 0.032%
24 10.034 1190 1198 1208 rBV 602786 984912 21.80%  2.396%
25 10.199 1221 1226 1236 rVB9 7989 16959 0.38% 0.041%
26 10.410 1255 1262 1273 rVB 748732 1247551 27.62% 3.034%
27 10.557 1276 1287 1300 rBV 526708 923308 20.44%  2.246%
28 10.963 1348 1356 1360 rBV9 7052 15734 0.35% 0.038%
29 11.157 1382 1389 1394 rBV2 15730 29482 0.65% 0.072%
30 11.204 1394 1397 1403 rVB5 6278 11544 0.26% 0.028%
31 11.793 1492 1497 1501 rBV6 3585 5804 0.13% 0.014%
32 11.916 1513 1518 1526 rVB4 5486 10163 0.22% 0.025%
33 12.004 1528 1533 1538 rBV3 11238 16040 0.36% 0.039%
34 13.098 1714 1719 1724 rVB5 5516 9811 0.22% 0.024%
35 13.175 1726 1732 1736 rVV4 11421 16655 0.37% 0.041%

36 13.692 1814 1820 1828 rBV 1115541 1531447 33.90% 3.725%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31163.D

Acqg On : 23 Apr 2024 20:56
Operator : MA/JU

Sample : P2164-10

Misc :

ALS Vvial : 53 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©41924.MA.M
Title : SVOA CALIBRATION
37 13.969 1857 1867 1876 rBV 1317156 1903864 42.15% 4.631%
38 14.175 1899 1902 1907 rVB6 4786 6864 ©0.15% 0.017%
39 14.275 1913 1919 1929 rBV 1238709 1815168 40.19% 4.415%
40 14.492 1950 1956 1976 rBV 474858 852431 18.87% 2.073%
41 14.651 1979 1983 1986 rVV6 8662 15721 ©0.35% 0.038%
42 14.710 1988 1993 1998 rVB6 13907 24853 0.55% 0.060%
43 15.087 2053 2057 2060 rBv4 4935 7413 0.16% ©0.018%
44 15.134 2060 2065 2070 rVB6 5800 10356 ©0.23% 0.025%
45 15.275 2082 2089 2101 rBV 1788041 2435499 53.92% 5.924%
46 15.398 2104 2110 2125 rVV 412545 560016 12.40% 1.362%
47 15.510 2126 2129 2134 rVB5 7714 10395 0.23% 0.025%
48 15.992 2209 2211 2219 rVv8 4419 9591 0.21% 0.023%
49 16.057 2219 2222 2227 rVB7 5115 7112 0.16% 0.017%
50 16.434 2284 2286 2293 rVB8 3826 5150 0.11% 0.013%
51 16.492 2293 2296 2298 rBvV3 4410 4811 0.11% 0.012%
52 16.575 2304 2310 2314 rBv4 9612 14221 0.31% 0.035%
53 16.792 2343 2347 2350 rBV5 4098 6516 0.14% 0.016%
54 16.928 2364 2370 2373 rBV6 11417 15973 ©0.35% 0.039%
55 17.028 2378 2387 2393 rBV 1681808 2380378 52.70% 5.790%
56 17.069 2393 2394 2398 rVV2 19992 18779 0.42% 0.046%
57 17.128 2398 2404 2414 rVV 1957230 2808601 62.18% 6.831%
58 17.228 2418 2421 2426 rVB5 14021 19689 0.44% 0.048%
59 17.416 2449 2453 2457 rBvV7 4456 6696 0.15% 0.016%
60 17.533 2469 2473 2476 rBV5 6423 7695 0.17% 0.019%
61 17.704 2500 2502 2507 rVB4 8395 10315 0.23% 0.025%
62 17.804 2514 2519 2526 rBV7 12386 25379 0.56% 0.062%
63 17.869 2526 2530 2534 rBV2 58639 76104 1.68% 0.185%
64 17.928 2535 2540 2550 rVV 238547 358318 7.93% 0.872%
65 17.998 2550 2552 2557 rVB2 9723 13121 0.29% 0.032%
66 18.228 2588 2591 2594 rBv4 10738 15332 0.34% 0.037%
67 18.257 2594 2596 2601 rVB5 10164 14937 ©0.33% 0.036%
68 18.363 2610 2614 2618 rBV6 12865 16351 0.36% 0.040%
69 18.416 2619 2623 2627 rBV6 10372 13664 0.30% 0.033%
70 18.504 2635 2638 2644 rVB3 13000 17962 0.40% 0.044%
71 18.733 2674 2677 2681 rBV 13959 19276 0.43% 0.047%
72 18.992 2716 2721 2729 rVB3 43944 79904 1.77% 0.194%
73 19.063 2729 2733 2736 rBV3 42334 64778 1.43% 0.158%
74 19.092 2736 2738 2742 rVB 43509 50769 1.12% 0.123%
75 19.216 2755 2759 2767 rBV 115000 157340 3.48% 0.383%
76 19.369 2783 2785 2789 rVB5 11661 12099 0.27% 0.029%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31163.D

Acqg On : 23 Apr 2024 20:56
Operator : MA/JU

Sample : P2164-10

Misc

ALS Vvial : 53 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©41924.MA.M
Title : SVOA CALIBRATION

77 19.427 2789 2795 2803 rBV 2716822 3884908 86.01% 9.449%
78 19.486 2803 2805 2809 rVB4 38966 38726 0.86% 0.094%
79 19.986 2887 2890 2894 rVB2 36389 40746  ©.90% 0.099%
80 20.486 2970 2975 2978 rBV2 74501 96627 2.14% 0.235%
81 20.957 3051 3055 3066 rBV 216975 365396 8.09% 0.889%
82 21.263 3101 3107 3123 rBV 2255807 3271822 72.43% 7.958%
83 21.457 3136 3140 3145 rVB 84818 115954  2.57%  0.282%
84 22.004 3230 3233 3243 rVB 97795 158656 3.51% 0.386%
85 22.627 3335 3339 3344 rVB2 79746 128319 2.84% 0.312%

86 23.333 3455 3459 3466 rVB 121368 209408 4.64%  ©.509%
87 23.963 3558 3566 3588 rVB2 1849639 4517012 100.00% 10.987%
88 24.163 3591 3600 3616 rVB2 1486726 3685986 81.60%  8.965%
89 25.162 3765 3770 3782 rVB 140875 368900 8.17% 0.897%

Sum of corrected areas: 41113732
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31163.D

Acqg On : 23 Apr 2024 20:56
Operator : MA/JU

Sample : P2164-10

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN031163.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31163.D

Acqg On : 23 Apr 2024 20:56
Operator : MA/JU

Sample : P2164-10

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.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.
17.928 3.01 ng/ul 358318 Phenanthrene-d10 17.028
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 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2540 (17.928 min): BN031163.D\data.ms (-2535) (- m/z 73.00 100.00%

43.0 73.0
213.2 —T
H 171.1 ‘ 256.1 18.00
ob—— WM wW‘NM“lH‘L‘i“HH A “M m/z 43.05 87.29%
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 ‘ ‘
213.0 1500
171.0 m/Z 60.00 84.38%
0b— \“ H ‘H‘\‘ h!\‘ ) | ‘\““ ‘\‘ “‘ “\‘h“ A1 “ — “ ——
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
==
18.00
5000 m/z 55.00 71.63%
129.0
213.0
‘ 171.0 ‘
oL “\ L{M“H\ M“ ) Ll gl ‘ “ “ “‘u\‘ A ‘ “
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid 7
60.0 18.00
m/z 57.05 68.79%
5000 129.0
Mgm 1710 2130 256.0
oL ‘M ‘H‘\ W Ml Mh“\ ;‘H‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ “‘ - ‘ ‘\‘ =
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\BN@42224\
Data File : BN@31163.D

Acqg On : 23 Apr 2024 20:56
Operator : MA/JU

Sample : P2164-10

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.957 2.23 ng/ul 365396 Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
3 Carbonic acid, decyl heptadecyl ... 440 C28H5603 1000383-16-6 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 90

Abundance Scan 3055 (20.957 min): BN031163.D\data.ms (-3051) (- m/z 57.00 100.00%

57.0
5000
111 é‘Od
1.
551 226.1 2810
- M ‘“ ﬂ‘“ LR WL AP 8959 IS s 43.05  76.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene
57.0
5000 T
11.0 21.00
m/z 71.05 66.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126386: 1-Decanol, 2-hexyl-
57.0
=
21.00
5000 m/z 55.00 47.88%
11.0
o seoms0
m/z--> 50 100 150 200 250 300 350 400
Abundance #322282: Carbonic acid, decyl heptadecyl ester 7
57.0 21.00
m/z 85.05 43.80%
5000 141.0
N
oLl LA u\‘ i) 195 mk,wsp‘l;qw_ww HANS
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31163.D

Acqg On : 23 Apr 2024 20:56
Operator : MA/JU

Sample : P2164-10

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.163 2.00 ng/ul 368900 Perylene-d12 24.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87
Abundance Scan 3770 (25.162 min): BN031163.D\data.ms (-3765) (- m/z 57.00 100.00%
57.0
5000 vv&wﬁ\ww/\dA\wavm
2500 2550
41.1 . .
ol u‘u mhﬂ “M‘H‘ L 29012301282 3550 L 71010 79.54%
mlz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 P e
25.00 25.50
m/z 43.00 68.47%
0 \“\ ‘\“‘ H“‘ \“‘\ h“ \H‘ \JE “ “‘\%8\‘3\()‘2!2\5\\0‘ \2\8\2\()‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
— —
25.00 25.50
5000 m/z 85.05 56.89%
9.0
oLy “‘ H‘\ | 1410483, 0225.0267.0309.0 365.0
iy “““““““‘ T
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T S
57.0 25.00 25.50
m/z 55.05 24.55%
9.0
oL L I % |, 141.0183.0225.0267.0 323.0 380.0
““‘ A e e e P e
m/z--> 50 100 150 200 250 300 350 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31163.D

Acqg On : 23 Apr 2024 20:56
Operator : MA/JU

Sample : P2164-10

Misc

ALS Vvial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@41924.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 ... 17.928 3.0 ng/ul 358318 4 17.028 2380380 20.0
(DEL) Alkane: S... 20.957 2.2 ng/ul 365396 5 21.263 3271820 20.0
(DEL) Alkane: S... 25.163 2.0 ng/ul 368900 6 24.163 3685990 20.0
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