LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM0@44431.D

Acqg On : 29 Feb 2024 08:44
Operator : MA/JU

Sample : P1512-02

Misc :

ALS Vvial : 31 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-BM022324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44431.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.369 44 48 56 rVB 94318 123410 1.71% 0.168%
2 3.663 95 98 104 rBV 20130 31481 0.44% 0.043%
3 3.787 115 119 135 rBV 1126174 1806488 25.05% 2.454%
4 3.9904 135 139 146 rVB 52608 75160 1.04% 0.102%
5 4.110 170 174 178 rVB 20596 27385 0.38% 0.037%
6 4.451 228 232 237 rBV 35562 46407 0.64% 0.063%
7 5.063 333 336 344 rVB 18753 31288 0.43% 0.043%
8 5.157 349 352 356 rBV6 5123 8706 0.12% 0.012%
9 5.645 433 435 442 rVBS8 5822 8374 0.12% 0.011%
10 6.040 499 502 508 rVB6 10514 16939 0.23% 0.023%
11 7.116 678 685 703 rBV 1361152 2159806 29.95% 2.934%
12 7.292 709 715 728 rVB 1126132 1773241 24.59% 2.409%
13 7.475 739 746 756 rBV 1305924 2078181 28.82% 2.823%
14 7.951 816 827 835 rBV 684550 1058559 14.68% 1.438%
15 8.016 835 838 840 rBvV3 6738 8209 0.11% 0.011%
16 8.663 941 948 955 rBV 1600329 2583212 35.82% 3.509%
17 8.722 955 958 968 rVB 72268 116984 1.62% 0.159%
18 9.122 1018 1026 1037 rBV 1225709 2051332 28.45% 2.787%
19 9.292 1051 1055 1061 rVB8 6931 11860 0.16% 0.016%
20 9.522 1083 1094 1098 rBv10 6392 12302 0.17% 0.017%
21 9.704 1118 1125 1136 rBV 48662 89431 1.24% 0.121%

22 9.845 1140 1149 1160 rBV 996843 1688660 23.42%  2.294%
23 10.375 1231 1239 1251 rBV 1529594 2623976 36.39% 3.564%
24 10.757 1296 1304 1311 rBV 949921 1605643 22.27%  2.181%
25 10.904 1321 1329 1351 rBV 1472530 2729796 37.86% 3.708%

26 11.333 1398 1402 1411 rVB10 13697 28755 0.40% 0.039%
27 11.522 1425 1434 1441 rBV2 49310 108347 1.50% ©0.147%
28 12.180 1541 1546 1550 rBV6 6993 12152 ©0.17% 0.017%
29 12.269 1556 1561 1566 rBv4 18924 34849 0.48% 0.047%
30 12.345 1570 1574 1581 rVV 30382 52134 0.72% 0.071%
31 12.416 1583 1586 1591 rVB6 4818 7930 0.11% 0.011%
32 13.421 1749 1757 1765 rBV8 15813 29701 0.41% 0.040%
33 13.498 1765 1770 1775 rVWV 30510 53362 ©.74% 0.072%
34 13.563 1778 1781 1787 rVB8 7513 15330 0.21% 0.021%
35 14.016 1851 1858 1867 rBV 2822719 3896049 54.03% 5.292%
36 14.074 1867 1868 1872 rVB4 8623 8608 0.12% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM0@44431.D

Acqg On : 29 Feb 2024 08:44
Operator : MA/JU

Sample : P1512-02

Misc :

ALS Vvial : 31 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-BM022324.MA.M
Title : SVOA CALIBRATION
37 14.286 1893 1904 1916 rBV2 3237233 4916789 68.19% 6.679%
38 14.421 1922 1927 1932 rBV4 15305 22649 0.31% 0.031%
39 14.498 1936 1940 1946 rVB4 15399 23568 0.33% 0.032%
40 14.592 1949 1956 1964 rBV 1385767 2054670 28.49% 2.791%
41 14.651 1964 1966 1972 rVB6 7961 11535 0.16% 0.016%
42 14.798 1984 1991 2008 rBV 887966 1756159 24.35% 2.386%
43 15.010 2025 2027 2034 rVB6 17142 29781 0.41% 0.040%
44 15.151 2043 2051 2068 rVB 192545 428651 5.94% ©.582%
45 15.451 2098 2102 2105 rVB2 14304 17118 0.24% 0.023%
46 15.586 2118 2125 2132 rBV 4174635 5984661 82.99% 8.130%
47 15.710 2140 2146 2159 rBV 1045991 1467450 20.35%  1.993%
48 15.827 2162 2166 2169 rBV5 16083 24245 0.34% 0.033%
49 16.157 2217 2222 2226 rVB7 5639 9707 0.13% 0.013%
50 16.233 2229 2235 2240 rBV 37131 52427 0.73% 0.071%
51 16.309 2245 2248 2255 rVW4 21947 46337 0.64% 0.063%
52 16.368 2255 2258 2263 rVB5 18229 28079 0.39% 0.038%
53 16.745 2319 2322 2329 rVBS8 11601 19215 0.27% 0.026%
54 16.886 2342 2346 2354 rBV1e 8408 18338 ©0.25% 0.025%
55 17.009 2362 2367 2372 rBV9 8329 17463 0.24% 0.024%
56 17.109 2379 2384 2389 rBV7 29053 46651 0.65% 0.063%
57 17.156 2389 2392 2396 rVB6 13044 20288 0.28% 0.028%
58 17.339 2417 2423 2428 rBV 1692913 2345008 32.52% 3.186%
59 17.380 2428 2430 2434 rVV 35667 44640 0.62% 0.061%
60 17.439 2434 2440 2450 rVV2 4383977 6231803 86.42%  8.465%
61 17.545 2455 2458 2462 rVB2 33251 43804 0.61% ©0.060%
62 17.639 2472 2474 2480 rVB2 14320 19010 0.26% 0.026%
63 17.745 2488 2492 2501 rVB2 24315 57651 0.80% 0.078%
64 17.851 2507 2510 2514 rBV4 12594 18772 0.26% 0.026%
65 18.027 2536 2540 2543 rBV4 15665 20614 0.29% 0.028%
66 18.121 2553 2556 2559 rBV4 9063 14586 0.20% 0.020%
67 18.251 2573 2578 2588 rBV 508601 757576 10.51% 1.029%
68 18.680 2648 2651 2656 rBV5 32027 41488 0©.58% 0.056%
69 19.298 2753 2756 2762 rVB2 58471 80084 1.11% 0.109%
70 19.374 2765 2769 2771 rVV 51395 81794 1.13% 0.111%
71 19.403 2771 2774 2779 rVB 78567 110860 1.54% 0.151%
72 19.533 2792 2796 2805 rBV 160974 226555 3.14% 0.308%
73 19.686 2820 2822 2824 rBV2 15420 15946 0.22% 0.022%
74 19.733 2824 2830 2839 rVV 5241112 7210934 100.00%  9.795%
75 20.297 2923 2926 2932 rVB 67657 75525 1.05% 0.103%
76 20.797 3008 3011 3016 rVB2 65508 72491 1.01% 0©.098%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM0@44431.D

Acqg On : 29 Feb 2024 08:44
Operator : MA/JU

Sample : P1512-02

Misc

ALS Vvial : 31 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-BM022324.MA.M
Title : SVOA CALIBRATION

77 21.268 3087 3091 3101 rBV 252785 382256 5.30% 0.519%
78 21.533 3131 3136 3147 rBV 1708071 2397137 33.24%  3.256%
79 21.715 3165 3167 3172 rVB 82746 85048 1.18% 0.116%
80 22.186 3244 3247 3256 rBV2 109697 166263 2.31% 0.226%
81 23.803 3514 3522 3535 rVB2 3286146 6665600 92.44%  9.055%

82 23.956 3542 3548 3563 rVB 1111073 2439596 33.83% 3.314%

Sum of corrected areas: 73614869
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Feb 2024 08:44
: MA/JU
¢ P1512-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022824\
BM044431.D

: 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BM044431.D\data.ms

8.663

10.375 10.904
7.116 :
3.787 7.25 375 9.122

9.845 10.75!
7.951

350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

0@%‘5%.6 9041104.451 58837 5.645 6.040 sjkom 7122 |9.o9p590 11.33%522

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM044431.D\data.ms
19.733

17.439
15.586

14.286
14.016

17.339
14.592

4.798 1p.710

18.251

0
Time-->

12228956 13862963 1 074&» 85 5%;&51]5.451 8276083860, 6TRFTIShERBETEERA71  18.680 1 6g6  20.297
l

12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM044431.D\data.ms
23.803

21.533
23.956

21.268 22.186
0.797 1.715
[

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM@44431.D

Acqg On : 29 Feb 2024 08:44
Operator : MA/JU

Sample : P1512-02

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 Hexathiane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.151 4.17 ng/ul 428651  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 94
2 Hexathiane 192 S6 013798-23-7 94
3 Hexathiane 192 S6 013798-23-7 94
4 2-Chloro-7-methoxynaphthalene 192 C11H9C10 067061-67-0 9
5 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 9

Abundance Scan 2051 (15.151 min): BM044431.D\data.ms (-2043) (- | m/z 63.90 100.00%

63.9
191.8
5000
127.9 -

95.9 ‘ . 15.00 15,50
O b e 1898 221010175 63.15%
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance #67525: Hexathiane
199.0
64.0
5000 —— —
128.0 15.00 15.50

m/z 127.90  22.16%
96.0

O \‘ ‘ ‘ 160'0 ‘\
\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\f!\‘\\\\‘\\\\‘\\ \‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67523: Hexathiane

64.0 192.0

Py \ \
15.00 15.50

5000 ITI/Z 193.80 17.41%
128.0
96.0
0**H\*H*\L**w**“**ww*“*\w%§%9*w**”\*H*\H
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67524: Hexathiane —t— —
64.0 192.0 15.00 15.50

95.90  12.72%

5000 128.0
96.0
32.0
0 2600

m/z--> 40 60 80 100 120 140 160 180 200 220 1500 1550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM@44431.D

Acqg On : 29 Feb 2024 08:44

Operator : MA/JU

Sample : P1512-02

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM022324 .MA.M
: 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 n-Hexadecanoic acid Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
18.250 6.46 ng/ul 757576  Phenanthrene-di10 17.339
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 99
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93

Abundance Scan 2578 (18 251 min): BM044431.D\data.ms (-2573) (- | m/z 73.00 100.00%
5000
129.0 %WJ\EQAMM}%
T =
‘ 171.1 21‘3'1 o561 18.00 18.50
i 355.1
0 w“” ““‘ A ““ L b 355 m/z 59.95  84.55%
m/z--> 150 200 250 300 350
Abundance #143510 n-Hexadecanoic acid
5000 129.0 T ]
18.00 18.50
‘ 1710 213.0 256.0 m/z 43.05 81.39%
ob— ‘ \\‘H\‘H‘\m \ ‘\\\‘\“ \“\‘\\|“\\\\‘\\\\‘\
miz-> 50 150 200 250 300 350
Abundance #143509:n—Hexadecanok:add
= =
18.00 18.50
5000 256.0 m/z 57.10 67 .06%
129.0
3.0 213.0
‘ 1710
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid e =
73.0 18.00 18.50
m/z 55.00 65.89%
129.0 256.0
5000 213.0
b9, ‘ ‘ 17 1.0
0 »\H‘\mmmw‘umw_m_
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM@44431.D

Acqg On : 29 Feb 2024 08:44
Operator : MA/JU

Sample : P1512-02

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 Oxalic acid, isobutyl hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.268 3.19 ng/ul 382256  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
4 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 91

Abundance Scan 3091 (21.268 min): BM044431.D\data.ms (-3087) (- m/z 57.05 100.00%

57.0
5000
l}

T
5.1 21.00 21.50

208.0 281.0
o LLULIET 2080 2610502000090010 549 0 4 15 656
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 — -
21.00 21.50

m/z 71.05 62.41%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #265841: Oxalic acid, hexadecyl propyl ester
43.0

T
21.00 21.50

5000 m/z 55.00 47 .51%
269.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126386: 1-Decanol, 2-hexyl- — —
57.0 21.00 21.50

m/z 85.05 42.64%

5000
’ hh.1960

0 ‘H"‘H"H"‘H"‘H"H“‘H“‘H“_“‘_“‘_“w‘ : :
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM@44431.D

Acqg On : 29 Feb 2024 08:44
Operator : MA/JU

Sample : P1512-02

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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|
Hexathiane 15.151 4.2 ng/ul 428651 3 14.592 2054670 20.0
n-Hexadecanoic ... 18.250 6.5 ng/ul 757576 4 17.339 2345010 20.0
Oxalic acid, is... 21.268 3.2 ng/ul 382256 5 21.533 2397140 20.0
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