LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@31410.D

Acqg On : 06 May 2024 21:56
Operator : MA/JU

Sample : P2368-16

Misc :

ALS Vvial : 18 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_ N\Methods\SFAM-EPA-BN©50324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@31410.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.117 18 22 27 rBV 50285 62021 1.19% 0.117%
2 3.387 65 68 81 rVB 50235 77200 1.48% 0.145%
3 3.523 88 91 112 rBV 669109 1017680 19.50% 1.917%
4 3.834 141 144 148 rVB 11227 14026 0.27% 0.026%
5 5.705 458 462 465 rBV3 7795 8484 0.16% 0.016%
6 6.775 638 644 656 rBV 768649 1231500 23.59% 2.319%
7 6.940 666 672 686 rBV 695366 1084941 20.78% 2.043%
8 7.128 697 704 716 rBV 956023 1466141 28.09% 2.761%
9 7.593 776 783 792 rBV 890851 1410624 27.02% 2.657%
106 7.681 795 798 805 rVB4 9693 17447 0.33% 0.033%
11 8.305 891 904 921 rBV 1118048 1805102 34.58%  3.400%
12 8.752 973 980 995 rVB 831221 1284252 24.60% 2.419%
13 9.146 1043 1047 1051 rVB3 3957 5704 0.11% 0.011%
14  9.322 1071 1077 1083 rBV 30516 47829 0.92% 0.090%
15 9.469 1094 1102 1113 rBV 700939 1114845 21.36% 2.100%

16 9.999 1185 1192 1207 rBV 1215056 1978972 37.91%
17 10.163 1213 1220 1241 rBV 271162 521348 9.99%
18 10.375 1248 1256 1266 rVB 1266585 2069560 39.65%
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19 10.522 1273 1281 1300 rBV 1224276 2109756 40.42% 974%
20 10.934 1346 1351 1357 rBVS 11364 21300 0.41% 040%
21 11.122 1378 1383 1389 rBV2 34301 67326 1.29% ©.127%
22 11.893 1511 1514 1520 rVB4 4493 7000 0.13% 0.013%
23 11.969 1520 1527 1535 rBV 19047 31752 ©0.61% ©0.060%
24 13.140 1721 1726 1731 rBV2 11638 17136 ©.33% 0.032%
25 13.663 1809 1815 1828 rBV 1490918 2052736 39.32%  3.866%

26 13.940 1853 1862 1875 rBV 1525582 2261231 43.32%
27 14.246 1908 1914 1926 rBV 1160471 1676002 32.11%
28 14.463 1945 1951 1964 rBV 656283 1056068 20.23%
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29 14.681 1979 1988 1995 rVB8 7895 17197 0.33% 032%
30 15.110 2055 2061 2064 rBv4 2894 5221 0.10% 010%
31 15.245 2077 2084 2096 rBV 2106780 2908205 55.71% 5.477%
32 15.369 2100 2105 2119 rBV 627333 868753 16.64% 1.636%
33 15.487 2121 2125 2130 rVB2 8499 12164 0.23% 0.023%
34 15.969 2204 2207 2214 rBV4 4549 8472 0.16% 0.016%
35 16.028 2214 2217 2221 rVB4 5383 6638 0.13% 0.013%
36 16.416 2279 2283 2289 rBV6 5142 10097 0.19% 0.019%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@31410.D

Acqg On : 06 May 2024 21:56
Operator : MA/JU

Sample : P2368-16

Misc :

ALS Vvial : 18 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_ N\Methods\SFAM-EPA-BN©50324.MA.M
Title : SVOA CALIBRATION
37 16.681 2323 2328 2331 rBV4 6247 9137 0.18% 0.017%
38 16.763 2340 2342 2344 rBV2 7397 7579 0.15% 0.014%
39 16.816 2348 2351 2353 rBv3 6072 6019 0.12% 0.011%
40 16.928 2368 2370 2373 rVB4 8429 7617 0.15% 0.014%
41 16.998 2373 2382 2392 rBV 2407430 3261084 62.47% 6.142%
42 17.098 2392 2399 2410 rVV2 3511093 4940598 94.65% 9.305%
43 17.198 2410 2416 2420 rVB6 14983 28057 0.54% 0.053%
44 17.292 2429 2432 2436 rVB3 4625 7133 0.14% 0.013%
45 17.387 2446 2448 2455 rVB8 4306 6543 0.13% 0.012%
46 17.498 2465 2467 2472 rBV6 4713 5316 0.10% 0.010%
47 17.681 2494 2498 2501 rVB4 10324 13325 0.26% 0.025%
48 17.786 2511 2516 2520 rVB6 8544 15930 0.31% 0.030%
49 17.904 2530 2536 2546 rBV 411578 609454 11.68% 1.148%
50 18.198 2582 2586 2591 rBV8 10993 15567 ©.30% 0.029%
51 18.334 2606 2609 2612 rVB5 6423 6921 0.13% 0.013%
52 18.575 2647 2650 2654 rBv4 7012 10719 0.21% 0.020%
53 18.828 2691 2693 2696 rBV3 10507 12861 0.25% 0.024%
54 18.963 2712 2716 2721 rBV2 46634 62188 1.19% 0.117%
55 19.039 2724 2729 2732 rBV 47921 73272  1.40% 0.138%
56 19.069 2732 2734 2742 rVB6 20040 30015 ©.57% 0.057%
57 19.192 2750 2755 2766 rBV 111591 168557 3.23% 0.317%
58 19.404 2785 2791 2798 rBV 4017631 5220049 100.00%  9.832%
59 19.957 2882 2885 2888 rVB4 24117 27850 0.53% 0.052%
60 20.392 2952 2959 2962 rBV6 29619 67880 1.30% 0.128%
61 20.451 2967 2969 2973 rVB3 29680 30429 0.58% 0.057%
62 20.657 2997 3004 3008 rBV5 28920 80250 1.54% 0.151%
63 20.692 3008 3010 3012 rBV3 20161 22562 0.43% 0.042%
64 20.933 3042 3051 3058 rBV3 215062 553276 10.60% 1.042%
65 21.045 3067 3070 3071 rBV 30084 29732 ©0.57% 0.056%
66 21.104 3076 3080 3081 rBV 33839 36845 0.71% 0.069%
67 21.233 3097 3102 3108 rBV 1754660 2477662 47.46% 4.667%
68 21.322 3113 3117 3119 rVB3 31871 50685 ©0.97% 0.095%
69 21.386 3119 3128 3131 rBV4 38073 129460 2.48% 0.244%
70 21.422 3131 3134 3138 rBv4 55161 94187 1.80% 0.177%
71 22.580 3329 3331 3332 rVB 39344 24061 0.46% 0.045%
72 22.757 3359 3361 3363 rBV2 29299 27767 0.53% 0.052%
73 22.827 3368 3373 3375 rBV3 40747 76381 1.46% 0.144%
74 23.480 3480 3484 3485 rBV2 33601 36132 0.69% 0.068%
75 23.916 3549 3558 3567 rBV2 1732983 3917259 75.04% 7.378%

76 24.110 3583 3591 3603 rVB 1043435 2461348 47.15% 4.636%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@31410.D

Acqg On . 06 May 2024 21:56
Operator : MA/JU

Sample : P2368-16

Misc

ALS Vvial : 18 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_N\Methods\SFAM-EPA-BN050324.MA.M
Title : SVOA CALIBRATION

77 26.268 3955 3958 3959 rBvV2 38294 43386 ©0.83% 0.082%
78 26.374 3973 3976 3977 rBV 34611 33882 0.65% 0.064%

Sum of corrected areas: 53093705
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
: BN@3141e.D

: 06 May 2024 21:56

: MA/JU

. P2368-16

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©50324.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->
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2500000

2000000

1500000

Abundance TIC: BN031410.D\data.ms
4000000

8.305 9.9940197522
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3.523 6.6/84 9.469
500000 16
o L1F387 3.834 5.705 681 9.1%8 | 1]l 1088422 1118989
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Time-->

3500000
3000000

2500000 16.998

1500000
1000000

500000 17.904

Abundance TIC: BN031410.D\data.ms
4000000 19.404
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Time-->
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Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\

Data File : BN@
Acqg On : 06
Operator : MA/
Sample . P23
Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Library Search Compound Report

31410.D

May 2024 21:56
Ju

68-16

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©50324 .MA.M
: SVOA CALIBRATION

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 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.163 5.04 ng/ul 521348 Naphthalene-d8 10.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90

Abundance Scan 1220 (10.163 min): BN031410.D\data.ms (-1213) (- | m/z 57.00 100.00%
57.0
5000 j\\\
P —
| ‘87‘0 1510 10.00 10.50
om_m‘p!uw”‘lh_M‘H_WH_m,w%??ff?‘HWWW%?H m/z 45.00  98.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 —— ——
10.00 10.50
m/z 41.00 40.97%
27,0 87.0
Ll b gy 1320
O\H‘H‘H“\‘H \\H‘HH‘H\\‘H\\‘HH’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
1000 1050
5000 m/z 74.95 21.58%
75.0
N Y I
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- =
57.0 1000 1&50
m/z 56.00 16.81%
5000
87.0
00 b J A
o 201630 Ay
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@31410.D

Acqg On : 06 May 2024 21:56
Operator : MA/JU

Sample : P2368-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©50324.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.904 3.74 ng/ul 609454  Phenanthrene-di10 16.998
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2536 (17.904 min): BN031410.D\data.ms (-2530) (- | m/z 73.00 100.00%
73.0
43.0
213.2 =
‘ 171 1 ‘ 256.3 18.00
oL—— H\\‘H‘u‘ Ul Hu m HM\ il ol “ “ m“‘ b “‘ ‘ m/z 43.00 80.75%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 T
129.0 18.00
213.0 m/z 60.00 80.65%
Wil £
01‘4‘0 ‘\ ‘H Il M“ | “whh“\ \M Ll gl | “‘ “‘ “‘u\‘ A L‘ . “ N
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
=
18.00
5000 129.0 m/Z 54.95 66.19%
97.0 171 0 2130 2560
oL ‘M‘ L Mh”\ ‘H‘\ il ‘ “ | “‘ \‘ “‘ N “\‘
miz--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid —
73.0 18.00
m/z 41.00 63.97%
43.0 129.0 256.0
5000
213.0
M 171 0
0l— \“ \“\‘u‘u‘ h“‘ L \\‘M HL il ‘\ [ “\‘\‘ A “ — “ —
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@31410.D

Acqg On : 06 May 2024 21:56
Operator : MA/JU

Sample : P2368-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©50324.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 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.933 4.47 ng/ul 553276  Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 93
3 1-Octadecene 252 C18H36 000112-88-9 92
4 1-Octadecene 252 C18H36 000112-88-9 91

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90

Abundance Scan 3051 (20.933 min): BN031410.D\data.ms (-3042) (- | m/z 57.00 100.00%
57.0
5000
e e AV\JL
281.0 1
L) '
ol AL L0, | | a0 | 4281 s 0T g7 4
miz--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 T
11.0 21.00
m/z 55.00 83.03%
0 T \“T N\‘Hi‘ T “\““\ \“H ‘1“ \““\ “\i ]‘ﬂ\eg.\o\ ‘ i\2\3?.‘0\ \2\9\5‘.\0\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate
57.0
—
21.00
5000 11.0 ITI/Z 83.05 81.16%
0 \’ 1 ‘ \H \L J‘L i %680 ‘23‘8'0283'0 334.0
i B R
m/z--> 50 100 150 200 250 300 350 400
Abundance #138519: 1-Octadecene T
43.0 21.00
m/z 97.10 76.16%
7.0
5000
1"
0“L‘HWM‘MﬂWﬁphmuw“u‘ﬂu““‘u““‘_“‘ ek — ANITHS
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@31410.D

Acqg On . 06 May 2024 21:56
Operator : MA/JU

Sample : P2368-16

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@50324.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|

Ethanol, 2-(2-b... 10.163 5.0 ng/ul 521348 2 10.375 2069560 20.0
n-Hexadecanoic ... 17.904 3.7 ng/ul 609454 4 16.998 3261080 20.0
Dichloroacetic ... 20.933 4.5 ng/ul 553276 5 21.233 2477660 20.0
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