LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM0@44476.D

Acqg On : 01 Mar 2024 18:29
Operator : MA/JU

Sample : P1580-01

Misc :

ALS vial : 6 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@44476.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.134 4 8 22 rVB 1034901 1231439 29.61% 2.371%
2 3.411 52 55 62 rvVB 59813 82105 1.97% 0.158%
3 3.840 125 128 146 rBV 662530 1107480 26.63% 2.132%
4 4,175 182 185 189 rvB4 17223 22838 ©0.55% 0.044%
5 5.752 449 453 456 rBV6 5190 7820 0.19% 0.015%
6 7.240 699 706 716 rBV 845943 1361551 32.74% 2.621%
7 7.416 730 736 747 rW 707474 1168546 28.10% 2.250%
8 7.599 761 767 778 rBV 839326 1364721 32.81% 2.627%
9 8.081 840 849 858 rBvV 887178 1401242 33.69% 2.698%
106 8.157 860 862 867 rVB6 3429 4353 0.10% 0.008%
11 8.804 965 972 984 rBV 951078 1609591 38.70%  3.099%
12 9.269 1042 1051 1058 rBV 754465 1289120 30.99% 2.482%
13 9.440 1076 1080 1083 rBV6 5841 8509 0.20% 0.016%
14  9.669 1113 1119 1124 rVB5 8060 14823 0.36% 0.029%
15 9.751 1130 1133 1137 rVB5 2869 4254 0.10% 0.008%

16 9.992 1166 1174 1185 rBV 614667 1028724 24.73%
17 10.439 1248 1250 1254 rBV5 3854 4739  0.11%
18 10.534 1259 1266 1282 rBV 872914 1548090 37.22%
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19 10.916 1323 1331 1339 rBV 1142760 1948274 46.84% 751%
20 11.069 1349 1357 1376 rBV 848871 1664841 40.03% 205%
21 11.704 1460 1465 1468 rBV6 2637 4347 ©.10% ©0.008%
22 12.351 1570 1575 1581 rBV8 8593 16187 ©0.39% 0.031%
23 12.510 1596 1602 1609 rBV3 17232 35520 ©.85% 0.068%
24 12.728 1632 1639 1644 rBV9 2619 5914 ©.14% 0.011%
25 12.975 1677 1681 1683 rBV5 3920 6026 0.14% 0.012%
26 13.086 1696 1700 1704 rBV7 2375 4736 0.11% 0.009%
27 13.157 1708 1712 1716 rVB6 5425 6779 0.16% 0.013%
28 13.233 1723 1725 1729 rVB4 3716 4444  0.11% 0.009%
29 13.292 1732 1735 1741 rVB6 2977 5555 0.13% 0.011%
30 13.580 1777 1784 1791 rBV 24127 40007 0.96% 0.077%
31 13.657 1791 1797 1804 rBV2 29663 49394 1.19% 0.095%
32 13.739 1810 1811 1817 rVB6 5272 4532 0.11% 0.009%
33 14.098 1868 1872 1876 rBV7 2399 4621 0.11% 0.009%
34 14.169 1878 1884 1899 rVV 1580213 2215690 53.27%  4.266%
35 14.280 1899 1903 1908 rVB8 4230 8304 0.20% 0.016%

36 14.439 1923 1930 1938 rBV 1915658 2780736 66.86% 5.354%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM0@44476.D

Acqg On : 01 Mar 2024 18:29
Operator : MA/JU

Sample : P1580-01

Misc :

ALS vial : 6 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 14.657 1962 1967 1971 rVB7 5912 8449 0.20% 0.016%
38 14.745 1974 1982 1992 rBV 1624470 2417095 58.11% 4.653%
39 14.957 2009 2018 2039 rBV 388891 956453 23.00% 1.841%
40 15.169 2049 2054 2064 rVB 13542 36237 0.87% 0.070%
41 15.739 2143 2151 2160 rBV 2373554 3405308 81.87% 6.556%
42 15.863 2166 2172 2181 rBV 622821 866712 20.84% 1.669%
43 15.980 2189 2192 2199 rVB6 13538 21819 0.52% 0.042%
44 16.310 2242 2248 2249 rBV6 2930 5116 ©.12% 0.010%
45 16.469 2272 2275 2278 rVB4 4319 4593  0.11% 0.009%
46 16.527 2281 2285 2291 rBV6 7984 13887 0.33% 0.027%
47 16.910 2345 2350 2356 rVB7 9461 13564 ©0.33% 0.026%
48 17.274 2407 2412 2416 rBvV8 5122 9384 0.23% 0.018%
49 17.498 2443 2450 2461 rBV 1967287 2779702 66.83% 5.352%
50 17.598 2461 2467 2479 rVV2 2499579 3642659 87.58% 7.013%
51 17.686 2479 2482 2483 rvv3 8475 11125 0.27% 0.021%
52 17.704 2483 2485 2490 rVB4 12092 17178 0.41% 0.033%
53 17.798 2496 2501 2505 rVB6 4561 7432 0.18% 0.014%
54 18.163 2560 2563 2565 rBV4 3924 4462 0.11% 0.009%
55 18.280 2579 2583 2589 rBV9 8160 12605 0.30% 0.024%
56 18.357 2593 2596 2599 rVB5 3888 5545 0.13% 0.011%
57 18.415 2599 2606 2615 rBV 288748 446226 10.73% 0.859%
58 18.839 2675 2678 2683 rBV6 9972 13875 ©0.33% 0.027%
59 19.133 2725 2728 2730 rBv4 4326 4609 0.11% 0.009%
60 19.286 2750 2754 2755 rBv4 4030 4774 0.11% 0.009%
61 19.339 2761 2763 2769 rVB6 5484 7053 0.17% 0.014%
62 19.457 2778 2783 2787 rBV 30330 42315 1.02% 0.081%
63 19.539 2790 2797 2800 rBV2 41247 85258 2.05% 0.164%
64 19.568 2800 2802 2809 rVB5 32686 42646 1.03% 0.082%
65 19.686 2818 2822 2828 rBV3 99609 132131  3.18% 0.254%
66 19.886 2850 2856 2865 rBV 3074162 4159171 100.00%  8.007%
67 19.957 2865 2868 2873 rVB3 18513 22322 0.54% 0.043%
68 20.451 2949 2952 2957 rVB 36462 43575 1.05% ©0.084%
69 20.951 3033 3037 3041 rBV2 57634 68870 1.66% 0.133%
70 21.415 3112 3116 3129 rBV 256074 471308 11.33% 0.907%
71 21.692 3157 3163 3177 rBV 2009884 2790754 67.10% 5.373%
72 21.880 3192 3195 3204 rVB2 70912 94494 2.27% 0.182%
73 22.374 3276 3279 3289 rVB3 62241 104973 2.52% 0.202%
74 24.062 3559 3566 3583 rVB2 1873317 4014788 96.53% 7.729%
75 24.233 3587 3595 3607 rVB 1416637 3087576 74.24% 5.944%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM0@44476.D

Acqg On : 01 Mar 2024 18:29
Operator : MA/JU

Sample : P1580-01

Misc

ALS vial : 6 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
Sum of corrected areas: 51941895
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Mar 2024 18:29
: MA/JU
. P1580-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
BM044476.D

: 6 Sample Multiplier: 1

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

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BM044476.D\data.ms

10.916

134
7.2407.599 8.081 8.804 0.534 11.069
3.840 7.41 9.269 9.992
3.411 4.175 5.752 157 AHE91/| 10.489 11.70

o

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BM044476.D\data.ms
19.886

17.598
15.739

14.439 17.498
14.169 | 14.745

15.863

4.957

#8057 20.451

12 B5 510772 9XmR2s 3 F802a 4. SZJLG 7 /15.169 -9806 B262716.910 7. 274}

0

Time--> 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
3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BM044476.D\data.ms

21.692 24.062

4.233

21415

22.374
20.951 1.880

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@30124\
Data File : BM@44476.D

Acqg On : 01 Mar 2024 18:29
Operator : MA/JU

Sample : P1580-01

Misc

ALS vial : 6 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.134 17.58 ng/ul 1231446 1,4-Dichlorobenzene-d4 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 8 (3.134 min): BM044476.D\data.ms (-4) (-) m/z 73.00 100.00%
3.0
5000 J\\
T
‘ ‘ 3.203.303.403.50
oL 370L | | 1190 1649 2080 2830 384" ./, 4300  35.60%
m/z--> 50 100 150 200 250 300 350
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T TT T T[T T T T[T T T T[T T TT T
3.203.303.403.50
m/z 55.00 25.91%
24)
O‘h“\‘\“u‘“‘“““‘““““““““““
miz--> 50 100 150 200 250 300 350
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
e RARREmEERTEEEE
3.203.303.403.50
5000 m/z 87.00 24.07%
27.0
okl
m/z--> 50 100 150 200 250 300 350
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 3.203.303.403.50
m/z 41.00 11.95%
5000
29.
0 \‘J \‘ 112.0
e A N NN RER R
m/z--> 50 100 150 200 250 300 350 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44476.D

Acqg On : 01 Mar 2024 18:29
Operator : MA/JU

Sample : P1580-01

Misc

ALS vial : 6 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.415 3.21 ng/ul 446226  Phenanthrene-d10 17.498
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 98
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92

Abundance Scan 2606 (18.415 min): BM044476.D\data.ms (-2599) (- | m/z 73.00 100.00%
430 |
5000 129.0
213.2 T
o 1T
[ —F P11 W P N m/z 60.00  85.20%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
430 73.0 256.0
5000 1 7
129.0 18.50
213.0 m/z 43.05 78.87%
171.0 ‘
0 g \“ T “\ \“ \‘\H“ Ty “\ T ‘\ I —
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
—=
18.50
5000 129.0 m/Z 57.10 71.04%
97.0 171 0 2130 256.0
oL , ‘“‘ H ‘\ \\h”\ ‘H‘\ il ‘ “ ‘ - \‘ “‘ - ‘ ‘\‘
miz--> 50 150 200 250
Abundance #143509.n—Hexadecanok:add —
43.0 73.0 18.50
m/z 55.05 68.60%
5000 256.0
129.0
0L— “‘ ‘1“‘ ‘M‘u HM‘ \\MH \H‘\ ! ‘m ‘ | ‘\‘u P ‘ \‘ . —r
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44476.D

Acqg On : 01 Mar 2024 18:29
Operator : MA/JU

Sample : P1580-01

Misc

ALS vial : 6 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 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.415  3.38 ng/ul 471308 Chrysene-d12 21.692

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

2 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 Cyclopentadecane 210 C15H30 000295-48-7 83
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 81
Abundance Scan 3116 (21.415 min): BM044476.D\data.ms (-3112) (- | m/z 57.10 100.00%
57.1
5000 ﬁh
2150
-1 208.0281.0 356.0 : R
0‘H‘uu‘wHﬁwu‘wm‘wuewHH‘HH‘HH‘HHM‘HM‘HMH‘_‘ m/z 43.05 79.34%
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 L
21.50
m/z 55.05 62.76%
ol FF;?‘ 2520 3690 648.1
‘HH‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250 300 350400 450500 550 600 650
Abundance #138523: 5-Octadecene, (E)-
55.0
—
21.50
5000 ITI/Z 71.05 61.33%
m/z--> 0 50 100150 200 250 300 350400 450500 550 600 650 ﬂmA
Abundance #146039: Ethanol, 2-(tetradecyloxy)- ‘ T
57.0 21.50
m/z 83.05 55.65%
5000
L .0196.0
ol Lo e
m/z--> 0 50 100150 200 250 300 350 400 450 500 550 600 650 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM0@44476.D

Acqg On : 01 Mar 2024 18:29
Operator : MA/JU

Sample : P1580-01

Misc

ALS vial : 6 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|

Butane, 2-metho... 3.134 17.6 ng/ul 12314406 1 8.081 1401240 20.0
n-Hexadecanoic ... 18.415 3.2 ng/ul 446226 4 17.498 2779700 20.0
Pentadecafluoro... 21.415 3.4 ng/ul 471308 5 21.692 2790750 20.0
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