LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31980.D

Acqg On ¢ 31 Aug 2021 11:18
Operator : CG/JU

Sample : M3474-11

Misc :

ALS Vvial : 40 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-BM@82821.M
Title : SVOA CALIBRATION

Signal : TIC: BM@31980.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.134 4 8 16 rVB 16262 25568 ©0.73% 0.085%
2 3.452 56 62 69 rVB5 8926 15045 0.43% 0.050%
3 3.540 74 77 87 rWW 22301 44350 1.27% 0.147%
4 3.616 87 90 94 rVBS 4901 8114 0.23% 0.027%
5 3.728 104 109 112 rVB4 5124 7523  0.22% 0.025%
6 3.816 121 124 128 rVB2 5534 7421 0.21% 0.025%
7 4.028 156 160 169 rVB2 12391 19630 0.56% 0.065%
8 4.422 221 227 232 rBVS 5436 7804 0.22% 0.026%
9 5.610 428 429 436 rVB5 2238 3723 0.11% 0.012%
106 6.557 585 590 597 rVB6 4750 10775 0.31% 0.036%
11 6.704 609 615 626 rBv 87100 156051 4.48% 0.518%
12 6.863 636 642 656 rW 311682 504020 14.48% 1.673%
13 7.045 667 673 683 rVB 352306 550866 15.83%  1.829%
14 7.169 691 694 697 rBv4 2883 4594  0.13% 0.015%
15 7.504 745 751 759 rBV 340132 529705 15.22% 1.759%
16 8.216 863 872 885 rBV 276542 462602 13.29% 1.536%
17 8.657 940 947 962 rBV 443874 721387 20.73%  2.395%
18 9.045 1010 1013 1018 rVB2 3897 5048 0.15% 0.9017%
19 9.369 1061 1068 1076 rBV 369202 618965 17.79% 2.055%
20 9.551 1093 1099 1103 rBV7 6602 11597 ©0.33% 0.039%
21  9.798 1137 1141 1146 rBV6 2890 5139 0.15% 017%
22 9.898 1151 1158 1175 rVB 602936 1034192 29.72% 434%
23 10.198 1203 1209 1212 rBV3 5289 8171 0.23%

24 10.263 1212 1220 1229 rVB 490320 811303 23.31%
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25 10.422 1240 1247 1262 rBV 129402 270863 7.78% 899%
26 10.886 1322 1326 1329 rBV6 2621 4236 0.12% 0.014%
27 10.933 1329 1334 1340 rVB2 13160 24404 0.70% ©0.081%
28 11.086 1354 1360 1366 rBV5 5194 11059 ©.32% 0.037%
29 11.457 1418 1423 1428 rVV8 5531 9743 0.28% 0.032%
30 11.522 1431 1434 1441 rVB5 7926 13531 0.39% 0.045%
31 11.863 1487 1492 1498 rW 8949 16340 0.47% 0.054%
32 12.386 1576 1581 1585 rBV4 3375 7405 0.21% 0.025%
33 12.492 1593 1599 1606 rVB7 5194 9247 0.27% 0.031%
34 12.598 1613 1617 1623 rBV5 8046 15938 0.46% 0.053%
35 12.745 1637 1642 1648 rVB7 5787 10073 0.29% 0.033%
36 12.986 1678 1683 1688 rBV6 3721 6566 0.19% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31980.D

Acqg On ¢ 31 Aug 2021 11:18
Operator : CG/JU

Sample : M3474-11

Misc :

ALS Vvial : 40 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-BM082821.M
Title : SVOA CALIBRATION
37 13.045 1688 1693 1698 rvwv4 5437 9398 0.27% 0.031%
38 13.574 1776 1783 1787 rBV 1252701 1720914 49.45% 5.713%
39 13.622 1787 1791 1798 rVV 231139 319229 9.17% 1.060%
40 13.833 1820 1827 1838 rBV 1399204 1992695 57.26% 6.616%
41 14.033 1857 1861 1863 rBV5 4077 4918 0.14% 0.016%
42 14.145 1873 1880 1889 rVV 792513 1189140 34.17%  3.948%
43 14.404 1918 1924 1936 rVWV 55954 135997 3.91% 0.452%
44 14.557 1946 1950 1953 rBV6 7289 10743 0.31% ©0.036%
45 14.698 1971 1974 1977 rVB4 3562 5083 0.15% 0.017%
46 14.763 1980 1985 1987 rBV5 2803 5213 0.15% 0.017%
47 14.792 1987 1990 1993 rVB4 4201 4902 0.14% 0.016%
48 14.839 1993 1998 2000 rBV5 3315 3558 ©0.10% 0.012%
49 14.963 2015 2019 2022 rBV3 4396 5619 0.16% 0.019%
50 15.151 2043 2051 2057 rBV 1846557 2641934 75.92% 8.771%
51 15.292 2069 2075 2082 rBV 568496 796416 22.89%  2.644%
52 15.386 2088 2091 2096 rVB3 17190 25890 0.74% 0.086%
53 15.727 2146 2149 2152 rVB5 3728 4089 0.12% 0.014%
54 15.833 2164 2167 2170 rBV6 5600 8329 0.24% 0.028%
55 15.886 2172 2176 2182 rVWV5 11715 20980 0.60% ©0.070%
56 15.933 2182 2184 2187 rVB4 5062 4282 0.12% 0.014%
57 16.010 2193 2197 2200 rBV6 7576 10970 ©.32% ©0.036%
58 16.133 2213 2218 2223 rBVS8 8413 17213 0.49% 0.057%
59 16.221 2228 2233 2234 rW5 3771 6312 0.18% 0.021%
60 16.239 2234 2236 2238 rVB3 3964 3570  ©.10% 0.012%
61 16.686 2308 2312 2316 rBv4 16224 23082 0.66% 0.077%
62 16.727 2317 2319 2324 rVB3 8149 10736 0.31% 0.036%
63 16.792 2327 2330 2333 rVB5 5797 5387 ©.15% ©0.018%
64 16.904 2342 2349 2355 rVV 1047036 1432433 41.16% 4.756%
65 17.004 2359 2366 2375 rVV 2127117 2951048 84.80%  9.798%
66 17.098 2378 2382 2387 rVB7 4830 7240 0.21% 0.024%
67 17.280 2410 2413 2414 rBV2 4910 5924 0.17% 0.020%
68 17.451 2440 2442 2446 rVB5 3722 3963 0.11% ©0.013%
69 17.592 2462 2466 2469 rVB5 5393 5980 0.17% 0.020%
70 17.821 2500 2505 2513 rBV 338986 463814 13.33% 1.540%
71 18.109 2552 2554 2556 rBV3 5394 4539  0.13% 0.015%
72 18.133 2556 2558 2562 rBV5 3432 5221 0.15% 0.017%
73 18.298 2581 2586 2590 rBV2 14413 21365 0.61% 0.071%
74 18.498 2616 2620 2622 rBV5 9794 12721 0.37% 0.042%
75 18.562 2627 2631 2636 rVV 48061 62989 1.81% ©.209%
76 18.868 2679 2683 2688 rBV3 25666 35754 1.03% 0.119%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31980.D

Acqg On ¢ 31 Aug 2021 11:18
Operator : CG/JU

Sample : M3474-11

Misc :

ALS Vvial : 40 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-BM082821.M
Title : SVOA CALIBRATION

77 18.939 2692 2695 2698 rBV2 23169 30676 ©.88% 0.102%
78 19.109 2720 2724 2735 rBV 134872 213573 6.14% ©.709%
79 19.204 2736 2740 2744 rVB6 12190 23509 0.68% 0.078%
80 19.309 2752 2758 2767 rBV 2672372 3479907 100.00% 11.553%
81 20.374 2936 2939 2942 rBv4 25296 32620 ©0.94% 0.108%
82 20.845 3015 3019 3026 rBV 301552 417756 12.00%  1.387%
83 21.039 3050 3052 3056 rBV2 40246 41775 1.20% 0.139%
84 21.109 3059 3064 3069 rBV 1247669 1543086 44.34% 5.123%
85 23.115 3399 3405 3417 rVB2 1672525 2994308 86.05% 9.941%

86 23.250 3422 3428 3438 rVB 733402 1370389 39.38% 4.550%

Sum of corrected areas: 30120187
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 31 Aug 2021 11:18
: CG/JU
: M3474-11

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_M\Data\BM083021\

BM@31980.D

: 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31980.D

Acqg On : 31 Aug 2021 11:18
Operator : CG/JU

Sample : M3474-11

Misc :

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.821 6.48 ng/ul 463814  Phenanthrene-d10 16.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual

n-Hexadecanoic acid
n-Hexadecanoic acid

n-Hexadecanoic acid

256 C16H3202
256 C16H3202
256 C16H3202
256 C16H3202

1
2
3 n-Hexadecanoic acid
4
5 Tridecanoic acid 214 C13H2602

Abundance Scan 2505 (17.821 min): BM031980.D\data.ms (-2500) (-

000057-10-3 99
000057-10-3 98
000057-10-3 98
000057-10-3 98
000638-53-9 94

m/z 73.05 100.00%

43,1 73.0
5000
129.1
213.2 — =
H ‘ 1711 ‘ 256.1 17.50 18.00
ok ‘MM M H‘NMMMH\ﬂ’w‘“ L”M 1L "M m/z 43.10 87.58%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
17.50 18.00
1710 213.0 256.0 m/z 60.00 83.58%
ob— “M‘ m\hH\ ‘H‘\ i ‘ ‘ | “‘ \‘ ““\‘ , "\‘ ——
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
— =
17.50 18.00
5000 256.0 m/Z 41.10 78.69%
129.0
213.0
L) M | 171.0
0— “‘ H‘\M H“‘ N uh“‘ Ju‘\‘u; ey “ “ “‘m‘ b \‘
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid R —
43.0 73.0 256.0 17.50 18.00
m/z 55.05 74.21%
5000
129.0
213.0
‘ 171.0 ‘
oL N LMI‘H\ M“ ) Ll gl | “ “ “‘u\‘ B ’ “ = B
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31980.D

Acqg On : 31 Aug 2021 11:18
Operator : CG/JU

Sample : M3474-11

Misc :

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.109 2.77 ng/ul 213573  Chrysene-d12 21.109
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 94

Abundance Scan 2724 (19.109 min): BM031980.D\data.ms (-2720) (- m/z 43.05 100.00%

43.0
5000
1851 2412 e N
19.00 19.50
ol m/z 73.60  91.94%
mlz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 28.0 284.0 — ——
185.0 241.0 19.00 19.50
‘ m/z 60.00 84.65%
oL H‘HM‘H‘\ H ‘ \‘ ‘L ‘\“ ‘\“‘ ‘\ ‘\‘ . “‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
—— —
19.00 19.50
5000 ITI/Z 55.05 80.96%
129.0
3.0 284.0
‘ 185.0 2410
oL “\‘ H‘\ “uh\‘\ M\ u \‘\‘ | ‘ \ - “‘ N -
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid —— —
43.0 19.00 19.50
m/z 41.05 75.54%
5000 129.0
3.0
1850 241 0’
0 \\“\H‘ H “‘\‘ “““ ‘\‘\‘ P b
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\

Library Search Compound Report

Data File : BM@31980.D

Acqg On : 31 Aug 2021 11:18
Operator : CG/JU

Sample : M3474-11

Misc :

ALS Vvial : 40

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.845 5.41 ng/ul 417756  Chrysene-di12 21.109
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Tetracosene 336 C24H48 010192-32-2 95
5 1-Heneicosanol 312 C21H440 015594-90-8 95

Abundance Scan 3019 (20.845 min): BM031980.D\data.ms (-3015) - m/z 57.10 100.00%
7.1
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-

1111
20.50 21.00
281.1
oMMII‘8213691489 m/z 55.05 97.34%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
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5000 — ——
20.50 21.00
111.0 m/z 43.10 92.90%
0 \‘m V ‘n,167022302800
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173731: 3-Eicosene, (E)-
57.0
— —
20.50 21.00
5000 ITI/Z 83.05 89.86%
111.0
0 \‘m.‘.‘ | 167.0 224.0 280.0
MR E H“""_“‘_“‘_“w“‘w“u“‘u
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcohol “ —
83.0 20.50 21.00
m/z 97.10 77.05%
5000
sl
0 \h il 1 \‘ I h 1 ‘\1960 280.0
A A e S e e e — —

m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31980.D

Acqg On ¢ 31 Aug 2021 11:18
Operator : CG/JU

Sample : M3474-11

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.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 ... 17.821 6.5 ng/ul 463814 4 16.904 1432430 20.0
Octadecanoic acid 19.109 2.8 ng/ul 213573 5 21.109 1543090 20.0
(DEL) Alkane: S... 20.845 5.4 ng/ul 417756 5 21.109 1543090 20.0

SFAM-EPA-BM@82821.M Wed Sep 01 14:40:29 2021 8



