LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102022\
Data File : BP@12255.D

Acqg On : 21 Oct 2022 20:41
Operator : CG/JU

Sample : N5064-16

Misc :

ALS Vvial : 50 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_ P\Methods\SFAM-EPA-BP101922.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12255.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.258 42 46 56 rVB 109525 142490 1.66% 0.155%
2 3.546 91 95 103 rBv 50441 82695 0.97% 0.090%
3 3.687 116 119 131 rBV 201413 313482 3.66% 0.341%
4 3.781 131 135 140 rVB 40974 56219 0.66% 0.061%
5 3.899 150 155 160 rBV 89876 130754 1.53% 0.142%
6 3.999 168 172 177 rVB 27308 38213 0.45% 0.042%
7 4.375 232 236 241 rVB2 19634 27729 ©0.32% 0.030%
8 4.558 263 267 274 rVB4 16499 24503 0.29% 0.027%
9 4.917 323 328 337 rVB 50684 82156 0.96% 0.089%
10 5.028 343 347 353 rBV5 7539 14939 0.17% 0.016%
11 6.993 674 681 697 rBV 1495977 2500239 29.19% 2.723%
12 7.158 702 709 729 rVB 1350928 2132210 24.89% 2.322%
13 7.352 734 742 752 rBV 1571899 2505472 29.25% 2.729%
14 7.428 752 755 764 rVB3 12952 22827 ©0.27% 0.025%
15 7.646 787 792 800 rvB3 11599 20554 0.24% 0.022%
16 7.822 815 822 830 rBV 1161755 1874264 21.88% 2.041%
17 7.887 830 833 837 rVB5 9844 13238 ©0.15% 0.014%
18 8.534 936 943 959 rBV 1691750 2895565 33.81%  3.154%
19 8.652 959 963 969 rvB2 18941 35634 0.42% 0.039%
20 8.987 1013 1020 1037 rBV 1431211 2460109 28.72% 2.680%
21 9.381 1080 1087 1093 rBV 29513 47625 0.56% 052%

22 9.710 1134 1143 1156 rBV 1232203 2060318 24.06%
23 10.246 1227 1234 1250 rBV 1684158 3054568 35.66%
24 10.416 1257 1263 1275 rBV 58510 149126 1.74%
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25 10.622 1290 1298 1312 rBV 1590676 2765814 32.29% 013%
26 10.769 1316 1323 1347 rBV 1459386 2657804 31.03% 2.895%
27 11.157 1383 1389 1397 rBV6 18118 33503 ©.39% 0.036%
28 11.446 1430 1438 1444 rBV6 6360 18354 0.21% ©.020%
29 11.816 1495 1501 1506 rBV10 6055 14627 ©0.17% 0.016%
30 11.875 1506 1511 1517 rVV3 10830 20952 0.24% 0.023%
31 12.046 1535 1540 1547 rVB10 9282 16363 0.19% 0.018%
32 12.216 1565 1569 1578 rVB 33064 57676 0.67% ©.063%
33 12.293 1578 1582 1587 rBVS5 7772 12947 0.15% 0.014%
34 12.510 1615 1619 1627 rVB4 8039 14847 ©0.17% ©0.016%
35 12.822 1667 1672 1675 rBV7 8368 12574 0.15% ©0.014%
36 13.075 1709 1715 1719 rVBS 9923 12065 ©0.14% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102022\
Data File : BP@12255.D

Acqg On : 21 Oct 2022 20:41
Operator : CG/JU

Sample : N5064-16

Misc :

ALS Vvial : 50 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_ P\Methods\SFAM-EPA-BP101922.M
Title : SVOA CALIBRATION
37 13.287 1742 1751 1759 rBv4 25155 51205 0.60% 0.056%
38 13.363 1759 1764 1769 rVv2 18597 30864 ©0.36% 0.034%
39 13.434 1771 1776 1782 rVB6 9350 17965 0.21% 0.020%
40 13.798 1833 1838 1843 rBv4 28454 45687 0.53% 0.050%
41 13.887 1843 1853 1866 rBV 3229711 4476511 52.27% 4.876%
42 14.122 1887 1893 1894 rBV6 11971 17418 0.20% 0.019%
43 14.163 1894 1900 1913 rVB 3555968 5453092 63.67% 5.940%
44 14.363 1927 1934 1938 rBV2 14060 21993 0.26% 0.024%
45 14.469 1944 1952 1962 rBV 2429972 3621798 42.29%  3.945%
46 14.687 1983 1989 2005 rBV 1048161 1813142 21.17% 1.975%
47 14.851 2012 2017 2018 rBv4 10379 15090 ©0.18% 0.016%
48 14.904 2020 2026 2032 rVB2 124909 197405 2.30% 0.215%
49 15.269 2084 2088 2091 rBV2 12942 18916 0.22% 0.021%
50 15.316 2091 2096 2100 rVB2 18048 26153 0.31% 0.028%
51 15.469 2115 2122 2129 rBV 4691690 6722112 78.49% 7.322%
52 15.598 2138 2144 2155 rBV 1262545 1740222 20.32% 1.895%
53 15.710 2159 2163 2170 rVB3 24012 40878 0.48% 0.045%
54 15.822 2177 2182 2184 rBV6 6535 12522 ©0.15% 0.014%
55 16.187 2239 2244 2251 rWV 52807 93049 1.09% 0.101%
56 16.257 2253 2256 2260 rVB5 11135 14307 ©0.17% 0.016%
57 16.769 2339 2343 2351 rBv4 19485 35030 0.41% 0.038%
58 16.981 2376 2379 2383 rBv4 8567 11837 0.14% 0.013%
59 17.145 2405 2407 2411 rVB5 12728 15307 0.18% 0.017%
60 17.233 2415 2422 2427 rVV 2867772 4133980 48.27% 4.503%
61 17.275 2427 2429 2433 rVW 136802 162025 1.89% 0.176%
62 17.334 2433 2439 2450 rVV 4564757 6741461 78.71% 7.343%
63 17.434 2451 2456 2467 rVB3 103204 172487 2.01% 0.188%
64 17.898 2532 2535 2540 rVB2 29385 35299 0.41% 0.038%
65 18.116 2566 2572 2581 rBV3 282797 492000 5.74% ©.536%
66 18.286 2598 2601 2606 rBV6 19710 34008 0.40% 0.037%
67 19.145 2744 2747 2752 rVB2 75292 95774 1.12% 0.104%
68 19.216 2755 2759 2761 rBV 106972 151784 1.77% 0.165%
69 19.245 2761 2764 2769 rVB 229454 304697 3.56% 0.332%
70 19.351 2778 2782 2786 rBV 221803 300592 3.51% 0.327%
71 19.569 2813 2819 2832 rBV 5730513 7999847 93.40% 8.714%
72 20.086 2905 2907 2911 rVB2 98630 94116 1.10% 0.103%
73 20.569 2986 2989 2993 rBV 168163 195996 2.29% 0.213%
74 21.027 3063 3067 3077 rBV 838806 1315491 15.36% 1.433%
75 21.322 3112 3117 3122 rBV 3546998 4702628 54.91% 5.122%
76 21.463 3138 3141 3145 rVB 284435 329473 3.85% ©0.359%

SFAM-EPA-BP101922.M Tue Oct 25 14:40:24 2022 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102022\
Data File : BP@12255.D

Acqg On : 21 Oct 2022 20:41
Operator : CG/JU

Sample : N5064-16

Misc

ALS Vvial : 50 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_ P\Methods\SFAM-EPA-BP101922.M
Title : SVOA CALIBRATION

77 21.922 3216 3219 3223 rBV = 264776 297505 3.47%  ©.324%
78 23.568 3493 3499 3513 rVB2 4035525 8564836 100.00%  9.329%
79 23.727 3519 3526 3540 rVB2 2338902 4869491 56.85% 5.304%

Sum of corrected areas: 91808448
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 21 Oct 2022 20:41
: CG/JU
: N5064-16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102022\
BP012255.D

: 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101922.M

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1e+07

8000000

6000000
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2000000
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TIC: BP012255.D\data.ms

Time--> 3.00 3. 50 400 450 500 550 6.00 650 7. OO 750 8. OO 8 50 9. 00 9. 50 10.00 10. 50 11. 00 11. 50

Abundance
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8000000

6000000

4000000
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TIC: BP012255.D\data.ms
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Time-->

1200 1250 1300 1350 14.00 1450 15.00 15.50 1600 16.50 17.00 17.50 18.00 1850 19.00 1950 20.00

Abundance

1e+07
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TIC: BP012255.D\data.ms

Time--> 20.

50 21.00 2150 22.00 2250 23.00 2350 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 : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP102022\

Data File : BP@12255.D

Acq On : 21 Oct 2022 20:41
Operator : CG/JU
Sample : N5064-16

Misc
ALS vial : 50

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101922.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 n-Hexadecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
18.116 2.38 ng/ul 492000  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CAS# 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 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2572 (18.116 min): BP012255.D\data.ms (-2566) (- m/z 73.00 100.00%

73.0

5000

%

2132 S —
“H ‘1 81.0 356.8 18.00 18.50
L ‘“‘ | 810 356.8415.24751 549. ./, 59.95  83.15%

0 “H‘ \\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— '
129.0 18.00 18.50
m/z 43.05 78.16%
0 I ‘\ m Jh AMHH nl \ }?ﬂ b l
‘\\\[ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

—

Abundance #143509: n-Hexadecanoic acid
43.0
\
18.00 18.50
5000 256.0 m/Z 57.05 66.85%
129.0
AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T 7
73.0 18.00 18.50
m/z 55.10 65.70%
256.0
5000
“ 57.0
o thlMLILL W L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102022\
Data File : BP@12255.D

Acq On : 21 Oct 2022 20:41
Operator : CG/JU

Sample : N5064-16

Misc

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101922.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Pentadecafluorooctanoic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.027 5.59 ng/ul 1315490  Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 90
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
5 1-Tricosene 322 C23H46 018835-32-0 86
Abundance Scan 3067 (21.027 min): BP012255.D\data.ms (-3063) (- m/z 57.10 100.00%
57.1
L M
125 1 2100 |
™ 207.0 :
ob Ay, S0 021 382.1 47505489 1 u/p 43,05 71.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 e :
21.00
m/z 71.10 60.73%
50 252.0
ob l L 200 369.0 648.
\H\‘HH‘\HT‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
1 I
21.00
5000 m/z 55.10 57.83%
‘ ‘ 5.0 196.0 269.0
0‘JH“J‘cﬂuﬁhwu“mw‘uWm_m“m"m‘mwmwmw
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228815: 1-Hexadecanesulfonyl chloride T
57.0 21.00
m/z 83.10 55.81%
5000
5.0
224.0
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_P\Data\BP102022\
Data File : BP@12255.D

Acqg On : 21 Oct 2022 20:41
Operator : CG/JU

Sample : N5064-16

Misc

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101922.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 ... 18.116 2.4 ng/ul 492000 4 17.233 4133980 20.0
Pentadecafluoro... 21.027 5.6 ng/ul 1315490 5 21.322 4702630 20.0
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