LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44532.D

Acqg On : 07 Mar 2024 00:56
Operator : MA/JU

Sample : P1676-09

Misc :

ALS Vvial : 23  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-BM030524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44532.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.287 30 34 39 rVB 49311 64545 1.13% 0.104%
2 3.687 98 102 119 rBV 454335 798863 14.00% 1.282%
3  3.993 150 154 159 rVB 15940 24255 0.43% 0.039%
4 6.899 641 648 658 rBV 856193 1401976 24.57%  2.250%
5 7.081 672 679 692 rVB 753613 1238503 21.71% 1.987%
6 7.263 703 710 720 rBV 852775 1361984 23.87% 2.186%
7 7.728 782 789 797 rBV 781751 1252822 21.96% 2.010%
8 8.428 901 908 920 rBV 1063520 1770021 31.02%  2.840%
9 8.887 978 986 999 rBV 867199 1459357 25.58% 2.342%
106 9.046 1010 1013 1021 rVBS8 8556 16307 0.29% 0.026%
11  9.269 1046 1051 1056 rVB2 7860 12553  09.22% 020%
12 9.604 1100 1108 1117 rBV 676578 1161035 20.35% 863%
13 10.045 1178 1183 1186 rBV7 7020 12640 0.22%

14 10.134 1190 1198 1218 rBV 996798 1786857 31.32%

WNORO®
[
N
[
B

15 10.510 1254 1262 1271 rBV 1184353 1948432 34.15% 127%
16 10.657 1277 1287 1312 rBV 1055437 1962597 34.40%  3.149%
17 11.934 1501 1504 1569 rVB4 10349 15525 0.27% 0.025%
18 12.104 1528 1533 1540 rVB2 19346 35157 ©.62% ©0.056%
19 12.839 1654 1658 1662 rBV6 3803 6989 0.12% 0.011%
20 12.898 1662 1668 1677 rVBS 7271 13117 0.23% 0.021%
21 13.186 1713 1717 1724 rVB2 21406 35228 ©0.62% 0.057%
22 13.263 1724 1730 1736 rBV 56161 99017 1.74% 0.159%
23 13.334 1739 1742 1748 rVB7 7247 13912 0.24% 0.022%
24 13.786 1812 1819 1828 rVV 2113869 2881552 50.50% 4.624%
25 13.845 1828 1829 1833 rVB2 9689 9126 0.16% 0.015%
26 14.057 1854 1865 1879 rBV 2422927 3654232 64.05% 5.864%
27 14.269 1896 1901 1906 rVB2 20360 29598 ©.52% 0.047%
28 14.363 1909 1917 1926 rBV 1787610 2688063 47.11% 4.314%
29 14.463 1931 1934 1939 rVB7 4116 7138 0.13% 0.011%
30 14.575 1945 1953 1974 rBV 508538 1208606 21.18% 1.939%
31 14.792 1985 1990 1995 rVB6 22032 35249 0.62% 0.057%
32 15.228 2060 2064 2070 rVB 21677 28824 0.51% 0.046%
33 15.363 2080 2087 2100 rBV 3059441 4569594 80.09% 7.333%
34 15.486 2102 2108 2122 rVV 860356 1212774 21.26%  1.946%
35 15.604 2124 2128 2138 rVB5 15677 45560 0.80% 0.073%
36 15.933 2178 2184 2187 rVv8 4284 7674 0.13% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44532.D

Acqg On : 07 Mar 2024 00:56
Operator : MA/JU

Sample : P1676-09

Misc :

ALS Vvial : 23  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-BM030524.MA.M
Title : SVOA CALIBRATION
37 16.086 2206 2210 2217 rBV2 26907 59039 1.03% 0.095%
38 16.151 2217 2221 2225 rVB 17426 25028 0.44% 0.040%
39 16.527 2281 2285 2289 rBV6 10013 13814 0.24% 0.022%
40 16.792 2327 2330 2335 rVB7 4731 6970 0.12% 0.011%
41 16.886 2340 2346 2349 rBV 24333 35114 0.62% 0.056%
42 16.933 2351 2354 2359 rVB3 9890 15640 0.27% 0.025%
43 17.116 2378 2385 2395 rBV 2255855 3107073 54.46%  4.986%
44 17.216 2395 2402 2413 rVV 3464133 4854684 85.09% 7.790%
45 17.321 2417 2420 2424 rVB6 11781 17277 0.30% 0.028%
46 17.421 2435 2437 2441 rVB5 8485 8573 0.15% 0.014%
47 17.621 2467 2471 2475 rBV2 20287 27838 0.49% 0.045%
48 17.798 2497 2501 2506 rVB4 14622 22952 0.40% 0.037%
49 17.892 2514 2517 2522 rBvV7 10478 15541 0.27% 0.025%
50 18.027 2534 2540 2551 rBV 1007641 1515277 26.56% 2.432%
51 18.316 2586 2589 2594 rVB3 26770 34955 0.61% 0.056%
52 18.692 2650 2653 2658 rBv7 10723 13867 0.24% 0.022%
53 18.957 2694 2698 2700 rBV2 27233 33838 0.59% 0.054%
54 19.074 2714 2718 2723 rBV2 42679 57546 1.01% 0.092%
55 19.157 2726 2732 2734 rBV2 102092 154944  2.72%  0.249%
56 19.186 2734 2737 2747 rVB3 106684 177137 3.10% 0.284%
57 19.310 2753 2758 2771 rBV 761702 1102749 19.33% 1.770%
58 19.510 2786 2792 2800 rBV 4300685 5705624 100.00% 9.156%
59 19.574 2800 2803 2808 rVB2 40174 45871 0.80% 0.074%
60 20.045 2880 2883 2884 rBV3 16244 17965 0.31% 0.029%
61 20.074 2884 2888 2891 rVB 80288 93144 1.63% 0.149%
62 20.568 2968 2972 2976 rBV2 118600 139360 2.44% 0.224%
63 21.033 3046 3051 3061 rBV 571555 888242 15.57%  1.425%
64 21.304 3091 3097 3106 rBV 2340173 3117690 54.64% 5.003%
65 21.468 3122 3125 3130 rBV 155735 193486 3.39% 0.310%
66 21.909 3197 3200 3210 rBV 145200 232139 4.07% 0.373%
67 22.380 3277 3280 3286 rVB 153421 198653  3.48% 0.319%
68 22.504 3298 3301 3307 rVB 157172 211044 3.70% 0.339%
69 22.898 3364 3368 3373 rVB2 133162 191002 3.35% 0.307%
70 23.409 3448 3455 3462 rBV2 2362588 4402127 77.15% 7.064%

71 23.550 3473 3479 3492 rVB 1390584 2711019 47.51% 4.350%

Sum of corrected areas: 62316904
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44532.D

Acqg On : @7 Mar 2024 00:56
Operator : MA/JU

Sample : P1676-09

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM044532.D\data.ms
4000000
3500000
3000000
2500000
2000000

1500000 10 %18
.657
1000000 6.89 10.134

8.428
95263 7728 8.887 060
500000 3.687 M jL j\
OE”}L {\is)% 9.045269 10.045

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM044532.D\data.ms

19.510
4000000

3500000 17.216

15.363
3000000

2500000 14.057
13.786
2000000 14,363

17.116

1500000

18.027

1000000 15.486

500000 4.575 s
23404 17839338634 13,84514.269% .79215.4 6085 KBE0B6116.52 574 20048 "

0\‘\\\\‘\\\\‘\\\\’\\\\V‘\TAT\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\ VTﬁ\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM044532.D\data.ms

4000000
3500000
3000000 23.409
21.304

2500000
2000000 550
1500000
1000000{ 1 (s

500000 11 468 21.909 2223880422.898

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM030624\
BM044532.D

: @7 Mar 2024 00:56
: MA/JU
. P1676-09

: 23 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524 .MA.M

: SVOA CALIBRATION

: 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.
18.027 9.75 ng/ul 1515280  Phenanthrene-d10 17.116
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

Abundance Scan 2540 (18 027 min): BM044532.D\data.ms (-2534) (- | m/z 73.00 100.00%
5000 1290 A\_‘
1711 231 18.00 |
2561
0 ﬂh“‘ ol L “ e 35 m/z 60.00  87.95%
mfz--> 100 150 200 250 300 350
Abundance #143510.n-Hexadecanok:add
5000 129.0 T
18.00
171.0 213.0 256.0 m/z 43.00 81.92%
0\\\“ \\h”\ﬂ“h}““\“‘\“‘\“““““‘
miz--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
T
18.00
5000 256.0 m/z 56.95 69.94%
129.0
30 213.0
‘ 171.0
0\\‘ “ﬂh“‘ﬂ‘\u}\‘“‘u‘w‘\““””“”“‘
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid —
3
43.0 256.0 18.00
m/z 55.00 64.44%
5000
129.0
3.0 213.0
171.0 ‘
0! wu‘m” ‘\\“‘ ““‘u\ ‘\‘LH“HH‘HH“ ——
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44532.D

Acqg On : @7 Mar 2024 00:56
Operator : MA/JU

Sample : P1676-09

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.310 7.07 ng/ul 1102756  Chrysene-d12 21.304
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 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 95
Abundance Scan 2758 (19.310 min): BM044532.D\data.ms (-2753) ({ m/z 73.00 100.00%
5000 129.0 %L
185.1 9414 T AU
‘ ‘ 284.1 19.00 19.50
o35 bl T 380 43 00 88.69%
miz-> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
50007 28.0 284.0 T T
185.0 241.0 19.00 19.50
m/z 60.00 85.27%
0’ HWM‘\“M ”\“ T by \L e “ - \“\ \‘ “\ T \‘\ T T
miz-> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
— I
19.00 19.50
5000 129.0 m/z 57.05 77 .14%
29.0 185.0 541 284.0
o W 1 TS N B S
miz--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid — ™
43.0 19.00 19.50
m/z 55.00 72.51%
5000 129.0
3.0
284.0
1850 2410 ‘
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44532.D

Acqg On : @7 Mar 2024 00:56
Operator : MA/JU

Sample : P1676-09

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.033 5.70 ng/ul 888242  Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Heneicosyl pentafluoropropionate 458 C24H43F502 1000351-81-1 91
3 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 91
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
Abundance Scan 3051 (21.033 min): BM044532.D\data.ms (-3046) (- | m/z 57.00 100.00%
57.0
1 \
125.1 21,00
ol AdlLiLL, 1940 2800 4170 n/z 43.e0  77.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 = :
21.00
m/z 55.00 66.46%
ok h B0 3690 648,
HH‘HH‘HH \H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328305: Heneicosyl pentafluoropropionate
57.0
17 \
21.00
5000 m/z 83.05 58.13%
5.0
oL UL 2080 2040 4400
et P e e ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #290905: Oxalic acid, octadecyl propyl ester =
43.0 21.00
m/z 71.05 57.26%
5000
‘ 297 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44532.D

Acqg On : @7 Mar 2024 00:56
Operator : MA/JU

Sample : P1676-09

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 ... 18.027 9.8 ng/ul 1515280 4 17.116 3107070 20.0
Octadecanoic acid 19.310 7.1 ng/ul 1102750 5 21.304 3117690 20.0
Pentadecafluoro... 21.033 5.7 ng/ul 888242 5 21.304 3117690 20.0
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