LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31979.D

Acqg On ¢ 31 Aug 2021 10:41
Operator : CG/JU

Sample : M3474-08

Misc :

ALS Vvial : 39 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@31979.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.128 4 7 16 rBV 14974 24749 0.74% 0.088%
2 3.452 59 62 67 rVB2 7635 9860 0.29% 0.035%
3 3.540 74 77 87 rBV 23697 48642 1.45% 0.174%
4 3.623 88 91 99 rVBS 8517 13893 0.41% 0.050%
5 3.723 104 108 116 rvB3 7463 12223 0.36% 0.044%
6 3.811 119 123 129 rVB3 5392 9207 0.27% 0.033%
7 4.028 157 160 164 rBV5S 4831 7774 0.23% 0.028%
8 6.575 591 593 599 rVB5 2537 3538 0.11% 0.013%
9 6.705 609 615 629 rBV 87842 161668 4.81% 0.578%
106 6.863 636 642 655 rVW 276437 449296 13.36% 1.606%
11 7.046 667 673 682 rBV 327381 508501 15.12% 1.817%
12 7.163 691 693 699 rBv4 2861 5633 0.17% 0.020%
13 7.505 743 751 760 rBV 310325 474107 14.10% 1.694%
14 8.216 865 872 883 rBV 270602 443811 13.20% 1.586%
15 8.657 939 947 964 rBV 387268 644662 19.17% 2.304%
16 9.363 1059 1067 1077 rBV 339643 560819 16.67% 2.004%
17 9.552 1093 1099 1104 rBV6 4768 7927 0.24% 0.028%
18 9.899 1150 1158 1172 rBV 519876 918987 27.32%  3.284%
19 10.193 1203 1208 1213 rBV6 3468 7237 0.22% 0.026%
20 10.263 1213 1220 1228 rVB 430915 714366 21.24% 2.553%
21 10.422 1240 1247 1259 rBV 153212 295795 8.79% 1.057%
22 10.887 1321 1326 1329 rBV5 2132 4074 0.12% 0.015%
23 10.934 1329 1334 1339 rVB 10985 18349 0.55% 0.066%
24 11.087 1357 1360 1366 rBV5 2793 5565 ©0.17% 0.020%
25 11.463 1422 1424 1429 rVB5 5293 4999 0.15% 0.018%
26 11.528 1429 1435 1439 rVB5 4065 7254 0.22% 0.026%
27 11.863 1488 1492 1497 rBV 8397 13283 0.39% 0.047%
28 12.487 1593 1598 1601 rBV5 4310 6980 0.21% 0.025%
29 12.604 1611 1618 1625 rBV7 7115 15660 0.47% 0.056%
30 12.740 1636 1641 1650 rVB6 4454 8629 0.26% 0.031%
31 12.998 1681 1685 1687 rBV5 2465 3550 0.11% 0.013%
32 13.045 1690 1693 1697 rVV3 4074 5599 0.17% 0.020%
33 13.575 1776 1783 1787 rBV 1092618 1539455 45.77% 5.501%
34 13.622 1787 1791 1798 rVV 206897 292811 8.71% 1.046%
35 13.687 1798 1802 1807 rVVé 2324 5268 0.16% 0.019%

36 13.834 1820 1827 1836 rBV 1227518 1748036 51.97% 6.246%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31979.D

Acqg On ¢ 31 Aug 2021 10:41
Operator : CG/JU

Sample : M3474-08

Misc :

ALS Vvial : 39 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 14.063 1860 1866 1868 rVB4 2360 4147 ©.12% ©0.015%
38 14.145 1873 1880 1889 rVB 714749 1062188 31.58%  3.796%
39 14.398 1918 1923 1937 rBV 59958 147403 4.38% 0.527%
40 14.592 1953 1956 1960 rVB5 4178 5843 0.17% 0.021%
41 14.963 2015 2019 2022 rBv4 3981 5265 0.16% ©0.019%
42 15.016 2026 2028 2033 rVB4 3021 3387 ©0.10% 0.012%
43 15.151 2044 2051 2058 rBV 1644820 2368534 70.42%  8.464%
44 15.292 2069 2075 2087 rBV 472879 690015 20.52%  2.466%
45 15.392 2089 2092 2096 rVB4 13004 16682 ©.50% ©0.060%
46 15.792 2157 2160 2162 rVv4 4107 4795 0.14% 0.017%
47 15.833 2164 2167 2171 rVV5 5157 8915 0.27% 0.032%
48 15.886 2171 2176 2179 rVVé6 11988 18764 ©.56% 0.067%
49 15.939 2182 2185 2187 rVB3 4384 4674 0.14% 0.017%
50 16.010 2194 2197 2201 rBV5 5157 6570 0.20% 0.023%
51 16.057 2201 2205 2210 rVB6 3306 5890 ©0.18% 0.021%
52 16.133 2215 2218 2222 rBV3 6209 8500 0.25% 0.030%
53 16.239 2229 2236 2241 rVB9 5148 13252 0.39% 0.047%
54 16.286 2241 2244 2248 rBV5 4593 6175 0.18% 0.022%
55 16.333 2248 2252 2256 rBV5 4173 6795 0.20% 0.024%
56 16.575 2291 2293 2300 rVB7 3964 7782 0.23% 0.028%
57 16.645 2300 2305 2307 rBV5 3942 7303 0.22% 0.026%
58 16.686 2307 2312 2316 rVWV5 11702 19645 0.58% 0.070%
59 16.728 2316 2319 2326 rVB8 6848 11805 0.35% 0.042%
60 16.792 2326 2330 2334 rBV7 3725 5602 ©0.17% 0.020%
61 16.904 2342 2349 2357 rBV 896931 1295571 38.52% 4.630%
62 17.004 2359 2366 2380 rVV 1952566 2748030 81.70%  9.820%
63 17.098 2380 2382 2385 rVB4 4096 3364 0.10% 0.012%
64 17.280 2409 2413 2416 rBV6 5713 8126 0.24% 0.029%
65 17.416 2433 2436 2440 rVB6 3205 4820 0.14% 0.017%
66 17.451 2440 2442 2444 rBV3 3591 3872 0.12% 0.014%
67 17.592 2462 2466 2469 rVB6 3408 4466 ©0.13% 0.016%
68 17.822 2499 2505 2513 rBV 196261 293871 8.74%  1.050%
69 17.880 2513 2515 2521 rVB4 10569 17631 0.52% 0.063%
70 18.298 2582 2586 2591 rVV5 10221 16776 ©.50% ©0.060%
71 18.492 2616 2619 2622 rBV5 5711 6685 0.20% 0.024%
72 18.563 2627 2631 2636 rVV 44848 55683 1.66% 0.199%
73 18.657 2643 2647 2651 rBV5 7907 11889 0.35% 0.042%
74 18.869 2679 2683 2687 rBV2 22536 29315 0.87% ©0.105%
75 18.939 2691 2695 2698 rBV 23448 30207 ©.90% ©0.108%

76 19.110 2720 2724 2734 rBV 73741 111642 3.32% 0.399%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31979.D

Acqg On ¢ 31 Aug 2021 10:41
Operator : CG/JU

Sample : M3474-08

Misc :

ALS Vvial : 39 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 19.204 2736 2740 2744 rVV6 10732 19926 ©.59% 0.071%

78 19.310 2751 2758 2767 rBV 2505891 3363375 100.00% 12.019%
79 20.845 3015 3019 3027 rBV2 246005 350737 10.43%  1.253%
80 21.110 3059 3064 3069 rBV 1211213 1513546 45.00% 5.409%

81 23.115 3399 3405 3416 rVB 1739770 3125396 92.92% 11.168%
82 23.251 3422 3428 3436 rVB 743888 1358073 40.38% 4.853%
83 23.751 3510 3513 3518 rVB2 105801 169191 5.03% 0.605%

Sum of corrected areas: 27984330
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31979.D

Acqg On : 31 Aug 2021 10:41
Operator : CG/JU

Sample : M3474-08

Misc :

ALS vial : 39 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

Abundance TIC: BM031979.D\data.ms
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Abundance TIC: BM031979.D\data.ms
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Abundance TIC: BM031979.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31979.D

Acqg On : 31 Aug 2021 10:41
Operator : CG/JU

Sample : M3474-08

Misc :

ALS vial : 39 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 2
R.T. EstConc Area Relative to ISTD R.T.
17.822 4.54 ng/ul 293871  Phenanthrene-die 16.904
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 98
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2505 (17.822 min): BM031979.D\data.ms (-2499) - m/z 73.00 100.00%

430 730
5000 129.1
213.2
= —
1 O P A S R
oL M‘ ‘M\‘M‘H‘u‘ \\‘\‘L ‘w‘\\\‘m\; ol ol “‘i - ““ : m/z 43.05 85.00%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0 T T 1
17.50 18.00
97.0 1710 9130 256.0 m/z 60.00  79.75%
oL— i“‘ U!\ Hu M‘H\ ‘H‘\ il ‘ ‘ ‘ . \‘ ““\‘ . “\‘ ——
m/z--> 50 100 50 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
— oo
17.50 18.00
5000 m/z 41.05 78.04%
129.0
213.
i, 10
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Abundance #109281: Tetradecanoic acid = T
73.0 17.50 18.00
43.0 m/z 55.10 74.65%
5000
129.0
185.0 228.0
ok ““ “\‘u‘u‘ H‘H HM‘ ‘H\ M‘\ al ‘ \‘m‘\ “\‘ - “\‘ e = e
m/z--> 50 100 150 200 250 17.50 18.00
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Data Path : Z:\
Data File : BM@

Acqg On : 31
Operator : CG/

Sample : M34
Misc :
ALS vial : 39

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM083021\
31979.D

Aug 2021 10:41

Ju

74-08

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 2 Trichloroacetic acid, hexad... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.845 4.63 ng/ul 350737  Chrysene-di12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3019 (20.845 min): BM031979.D\data.ms (-3015) - m/z 43.10 100.00%

43.1
5000
— —
\‘ | ‘531 2110 2821 369.2415.2 20.50 21.00
0ty “WWJHMuw‘W P e U TT m/z 57.05 97.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.Q
7.0
5000 “ ——
20.50 21.00
m/z 55.10 89.62%
0 53.0 2240
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0
— —
20.50 21.00
5000 11.0 m/z 83.05 86.52%
350.0
ol LU gero  aeag 00
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane — ——
57.0 20.50 21.00
m/z 69.10 76.53%
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM083021\

Data File : BM@31979.D

Acqg On : 31 Aug 2021 10:41
Operator : CG/JU

Sample : M3474-08

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

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

R.T. EstConc Area Relative to ISTD R.T.
23.751 2.49 ng/ul 169191 Perylene-d12 23.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 83
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
5 Tetratriacontane, 2-methyl- 493 C35H72 014167-65-8 83

Abundance Scan 3513 (23.751 min): BM031979.D\data.ms (-3510) - m/z 57.05 100.00%
57.0

%
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Abundance #307033: Octacosane, 2-methyl-
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I
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Abundance #194590: Heneicosane
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.

O‘Huw‘u"‘H‘H«w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0 23.50 24.00
m/z 55.10 27.00%
5000

%

j ‘137 0 2100 309.054; ¢

[

YN B U 0 et ane -1 R—— — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31979.D

Acqg On : 31 Aug 2021 10:41
Operator : CG/JU

Sample : M3474-08

Misc

ALS Vvial : 39 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 ... 17.822 4.5 ng/ul 293871 4 16.904 1295570 20.0
Trichloroacetic... 20.845 4.6 ng/ul 350737 5 21.110 1513550 20.0
(DEL) Alkane: S... 23.751 2.5 ng/ul 169191 6 23.251 1358070 20.0
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