LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38164.D

Acqg On : 21 Dec 2022 10:20
Operator : CG/JU

Sample : N6014-09

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_M\Methods\SFAM-EPA-BM120722.M
Title : SVOA CALIBRATION

Signal : TIC: BM@38164.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.399 32 36 47 rVvB2 29758 58824 1.87% 0.152%
2 3.834 106 110 124 rBV 361756 642942 20.46% 1.664%
3 4.157 162 165 170 rVB5 12201 16407 0.52% 0.042%
4 5.122 323 329 334 rBV3 10122 15768 ©0.50% 0.041%
5 5.628 414 415 421 rVB5 3147 3632 0.12% 0.009%
6 6.540 569 570 577 rVB7 2041 3259 0.10% ©0.008%
7 6.657 587 590 593 rBV5 2673 3923  0.12% 0.010%
8 7.016 647 651 655 rBv6 7730 10949 0.35% 0.028%
9 7.198 675 682 696 rVB 563339 883086 28.10% 2.285%
10 7.369 704 711 719 rBV 403160 629544 20.03% 1.629%
11 7.569 738 745 752 rBV 566887 884125 28.14%  2.288%
12 8.039 817 825 832 rBV 672249 1028671 32.74% 2.662%
13  8.751 939 946 959 rBV 661076 1046067 33.29% 2.707%
14  9.216 1017 1025 1033 rBV 522244 870630 27.71%  2.253%
15 9.363 1046 1050 1055 rVBS8 5786 11017 ©0.35% 0.029%
16 9.598 1085 1090 1095 rVB2 11356 16887 ©0.54% 0.044%
17 9.933 1140 1147 1158 rVB 453761 754286 24.00%  1.952%
18 10.151 1183 1184 1191 rVB6 3685 5028 0.16% 0.013%
19 10.475 1232 1239 1252 rVB 761176 1237977 39.40% 3.204%
20 10.633 1258 1266 1272 rBV7 7412 16073 0.51% 0.042%
21 10.857 1296 1304 1312 rBV 943909 1539800 49.00%  3.985%
22 10.998 1320 1328 1343 rVB 669285 1127454 35.88% 2.918%
23 11.163 1352 1356 1360 rBV7 3855 4951 0.16% 0.013%
24 11.328 1380 1384 1387 rVB6 2604 4310 0.14% 0.011%
25 11.627 1432 1435 1442 rVB7 5137 9551 ©0.30% 0.025%
26 12.086 1508 1513 1518 rVBS8 2912 6567 0.21% 0.017%
27 12.251 1536 1541 1546 rVB6 4739 7647 0.24%  0.020%
28 12.433 1568 1572 1579 rVV2 13633 18521 ©.59% 0.048%
29 12.510 1581 1585 1588 rVvV5 2387 3452 0.11% 0.009%
30 13.192 1699 1701 1704 rVB3 3265 3145 0.10% 0.008%
31 13.445 1739 1744 1747 rBV6 3977 7061 ©0.22% 0.018%
32 13.480 1747 1750 1754 rVB2 12328 14383 0.46% 0.037%
33 13.551 1760 1762 1767 rVB4 4686 4698 0.15% 0.012%
34 13.621 1767 1774 1780 rVB1o 6512 14606 ©0.46% ©.038%

35 14.074 1842 1851 1858 rBV 1262251 1698933 54.06% 4.396%

36 14.310 1886 1891 1894 rBV6 3632 4511 0.14% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38164.D

Acqg On : 21 Dec 2022 10:20
Operator : CG/JU

Sample : N6014-09

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_M\Methods\SFAM-EPA-BM120722.M
Title : SVOA CALIBRATION
37 14.363 1894 1900 1911 rVB 1435765 2147030 68.32% 5.556%
38 14.545 1925 1931 1935 rVB7 7798 13304 0.42% 0.034%
39 14.668 1940 1952 1960 rVV 1420312 2031256 64.64% 5.256%
40 14.739 1962 1964 1968 rVB5 3782 4277 0.14% 0.011%
41 14.868 1980 1986 1996 rBV 479884 731626 23.28% 1.893%
42 15.068 2016 2020 2029 rVBS8 16039 26703 0.85% 0.069%
43 15.227 2042 2047 2051 rVB7 7856 11384 0.36% 0.029%
44 15.327 2060 2064 2070 rVB8 3181 5545 0.18% 0.014%
45 15.492 2087 2092 2095 rBV6 4901 8377 0.27% 0.022%
46 15.657 2113 2120 2131 rBV 1953999 2619254 83.35% 6.778%
47 15.774 2134 2140 2147 rBV 399798 537964 17.12%  1.392%
48 15.892 2155 2160 2167 rVB6 10950 17459 0.56% 0.045%
49 15.974 2170 2174 2176 rBV5 2646 3274 0.10% 0.008%
50 16.015 2176 2181 2186 rBV 72422 99243 3.16% 0.257%
51 16.280 2222 2226 2228 rBV5 2940 4210 0.13% 0.011%
52 16.298 2228 2229 2235 rW5 3589 4874 0.16% 0.013%
53 16.351 2235 2238 2240 rvv3 5864 7050 ©0.22% 0.018%
54 16.374 2240 2242 2245 rVB3 5674 4959 0.16% 0.013%
55 16.410 2245 2248 2252 rBV 5678 8996 0.29% 0.023%
56 16.504 2261 2264 2266 rBV4 3106 4453  0.14% 0.012%
57 16.574 2272 2276 2278 rBV5 4332 5225 0.17% 0.014%
58 16.639 2283 2287 2289 rBV5 2879 5076 ©0.16% 0.013%
59 16.757 2304 2307 2310 rBV5 2326 3816 0.12% 0.010%
60 16.792 2310 2313 2318 rVVW5 17642 23364 0.74% 0.060%
61 16.851 2321 2323 2327 rVB4 8018 9619 0.31% 0.025%
62 17.074 2358 2361 2363 rBV4 3362 4543 0.14% 0.012%
63 17.145 2370 2373 2375 rVV3 5061 4571 0.15% 0.012%
64 17.198 2378 2382 2385 rBV6 4978 7713  0.25% 0.020%
65 17.286 2393 2397 2404 rBV3 25095 39907 1.27% 0.103%
66 17.351 2404 2408 2411 rBVS5 13416 16595 ©0.53% 0.043%
67 17.409 2411 2418 2423 rBV 1679798 2323307 73.93% 6.012%
68 17.504 2428 2434 2441 rVV 1936941 2720448 86.57% 7.040%
69 17.562 2442 2444 2447 rVB4 7517 7810 0.25% 0.020%
70 17.680 2459 2464 2466 rBV5S 7633 10453 0.33% 0.027%
71 17.774 2477 2480 2485 rVB7 9422 14505 0.46% 0.038%
72 17.921 2502 2505 2509 rBV6 8687 9720 0.31% 0.025%
73 18.062 2526 2529 2533 rVB6 7623 9817 0.31% 0.025%
74 18.168 2542 2547 2552 rBV6 20902 41179 1.31% 0.107%
75 18.227 2554 2557 2562 rBvV4 17939 23381 0.74% 0.061%

76 18.286 2562 2567 2577 rBV 704387 1002544 31.90% 2.594%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38164.D

Acqg On : 21 Dec 2022 10:20
Operator : CG/JU

Sample : N6014-09

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_M\Methods\SFAM-EPA-BM120722.M
Title : SVOA CALIBRATION

77 18.574 2613 2616 2622 rBV6 15258 27430 0.87% 0.071%
78 18.703 2634 2638 2643 rVB 92505 106635 3.39% 0.276%
79 18.951 2677 2680 2684 rBV5 8908 13375 0.43% 0.035%
80 19.351 2745 2748 2753 rVB4 27490 37591 1.20% 0.097%
81 19.456 2755 2766 2771 rBV2 104099 276806 8.81% 0.716%
82 19.550 2778 2782 2794 rBV 262821 409267 13.02% 1.059%
83 19.792 2817 2823 2833 rBV 2370928 3142415 100.00% 8.132%
84 20.762 2984 2988 2991 rBV 147203 166660 5.30% 0.431%
85 21.262 3069 3073 3080 rBV 600053 795489 25.31% 2.059%
86 21.574 3121 3126 3131 rBV 1665590 2115099 67.31% 5.473%
87 23.868 3510 3516 3523 rVB 1282721 2414124 76.82% 6.247%

88 24.027 3537 3543 3552 rVB2 988676 1955496 62.23% 5.060%

Sum of corrected areas: 38643903
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38164.D

Acqg On : 21 Dec 2022 10:20
Operator : CG/JU

Sample : N6014-09

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM038164.D\data.ms

2000000

1500000

1000000 10.857

10.475
7198 7.569 8.039 8.751 0.998
: . 9.216
500000 3.834 7.369 9.933
0 3.399 4.157 5.122 5.628 6.648577.01 368598 [10.151 10.633| 11 16328.627
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM038164.D\data.ms
19.792
2000000 15.657 17.504
17.409
1500000 14.3614.668
14.074
1000000
18.286
14.868

500000 1
020BG8X830 1310828021 14J;L)541%L11§emng

Time--> 12.00 1250 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM038164.D\data.ms

2000000 21.574

23.868

1500000 4.027

1000000 21.962

500000

762
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38164.D

Acqg On : 21 Dec 2022 10:20
Operator : CG/JU

Sample : N6014-09

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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.
18.286 8.63 ng/ul 1002540  Phenanthrene-d10 17.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87

Abundance Scan 2567 (18.286 min): BM038164.D\data.ms (-2562) (- m/z 43.05 100.00%

5000 1291 L
3.1 213.2 — —
‘ 1711 ‘ 256.3 18.00 18.50
ob— | A L Lt L3420 m/z 73.e0  97.54%
miz-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 T R
129.0 18.00 18.50
213.0 m/z 60.00 91.67%
171.0
o kLT Ly \ U I
mfz--> 100 150 200 250 300
Abundance #143510 n-Hexadecanoic acid

I

T T
18.00 18.50
5000 129.0 m/z 41.05 74.74%
1710 213.0 256.0
oL— ‘“‘ m\h”w ‘H‘\ ul ‘\“‘ b \‘ ““\‘ . “\‘ R
10

m/z--> 0 150 200 250 300
Abundance #92063: Tridecanoic acid — :
73.0 18.00 18.50

m/z 57.10 71.26%

.

5000 129.0

171.0

214.0
0 “ HW dh”\ ‘\u‘\ o 1l ‘\ | ‘

m/z--> 100 150 200 250 300 18.00 18.50

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38164.D

Acqg On : 21 Dec 2022 10:20
Operator : CG/JU

Sample : N6014-09

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.551 3.87 ng/ul 409267  Chrysene-di12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 83
3 Octadecanoic acid 284 C18H3602 000057-11-4 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 2782 (19.550 min): BM038164.D\data.ms (-2778) (- m/z 43.05 100.00%

43.0
5000 129.1
3.1 185.1 241.3 — T ‘
“ ‘ ‘ ‘ 284.3 19.50
ol ML L 178269 s g3 00 87.38%
mlz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000| 28.0 284.0 e |
185.0 241.0 19.50
‘ m/z 60.00 83.26%
oL ‘\“‘ H[\ L Hh“m‘\‘ﬂ‘\wh} u“‘ . ‘L N " i ““ | ‘\‘ : “‘ .
m/z--> 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
T \
19.50
5000 m/z 57.10  79.36%
129.0
3.0 284.0
‘ 1850 2410
ol bbby T
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid —— ,
73.0 19.50
m/z 41.05 69.07%
5000 129.0
29. ‘ 185.0 541 284.0
0 g VY S O O A .
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38164.D

Acqg On : 21 Dec 2022 10:20
Operator : CG/JU

Sample : N6014-09

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 4 Octadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.262 7.52 ng/ul 795489  Chrysene-di2 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3073 (21.262 min): BM038164.D\data.ms (-3069) (- m/z 57.10 100.00%

57.1
5000
111.1
= —
21.00 21.50
2071 .
b M Ly bt 205, 395.1 417.1 489. ./, 43.05  97.08%
m/z--> 0 650 100 150 200 250 300 350 400 450
Abundance #275085: Octadecy! trifluoroacetate
57.0
5000 111.0 T T R

21.00 21.50
m/z 55.10  93.32%

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #293797: Pentafluoropropionic acid, hexadecyl ester

Yy

57.0
21.00 21.50
5000 111.0 ITI/Z 83.10 74.53%
of kbl \xH‘wnlﬁ?oz?f‘?HH_H‘%??;@_WH
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #248981: 1-Heneicosyl formate = T
57.0 21.00 21.50
m/z 69.05 65.58%
5000 111.0 J\J@
2940
O N L
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38164.D

Acqg On : 21 Dec 2022 10:20
Operator : CG/JU

Sample : N6014-09

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 ... 18.286 8.6 ng/ul 1002540 4 17.410 2323310 20.0
Octadecanoic acid 19.551 3.9 ng/ul 409267 5 21.574 2115100 20.0
Octadecyl trifl... 21.262 7.5 ng/ul 795489 5 21.574 2115100 20.0
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