LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21623\
Data File : BN@24053.D

Acq On : 16 Feb 2023 14:23
Operator : CG/JU

Sample : 01534-01

Misc :

ALS vial : 5 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©20623.M
Title : SVOA CALIBRATION

Signal : TIC: BN@24053.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.222 19 23 29 rVvB 33819 42137 1.11% ©.099%
2 3.522 72 74 79 rvVB3 3743 4772 0.13% 0.011%
3  3.646 93 95 113 rBV 402865 625295 16.51% 1.470%
4 3.875 131 134 139 rVB4 5508 8387 0.22% 0.020%
5 3.975 147 151 156 rVB 10284 13174 ©0.35% 0.031%
6 4.911 304 310 317 rVB2 10058 18735 ©0.49% 0.044%
7 6.216 528 532 538 rBv4 3625 5220 ©.14% 0.012%
8 6.999 658 665 677 rVB 606898 930540 24.58% 2.187%
9 7.163 686 693 703 rVB 505846 754937 19.94% 1.774%
10 7.358 719 726 737 rVB 631890 956289 25.26% 2.248%
11 7.828 799 806 813 rBV 631762 961186 25.39%  2.259%
12 7.899 815 818 820 rVB3 3856 4357 0.12% 0.010%
13  8.546 921 928 939 rBV 768950 1158308 30.59% 2.723%
14  8.999 998 1005 1013 rBV 603997 947370 25.02%  2.227%
15 9.157 1028 1032 1037 rVB6 3032 4774 0.13% 0.011%

16 9.399 1068 1073 1077 rVB2 11938 17286 0.46%
17 9.722 1118 1128 1140 rBV 509794 807985 21.34%
18 10.257 1212 1219 1231 rBV 775276 1239496 32.74%
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19 10.634 1275 1283 1291 rBV 886610 1455806 38.45% 422%
20 10.781 1298 1308 1324 rBV 700825 1185379 31.31% 786%
21 11.893 1493 1497 1501 rVB3 4176 6993 0.18% 0.016%
22 12.051 1521 1524 1528 rVB5 2343 3827 ©.10% 0.009%
23 12.146 1535 1540 1543 rBV4 2009 3805 0.10% ©.009%
24 12.228 1547 1554 1560 rVvv2 13567 20271 0.54% ©0.048%
25 13.004 1683 1686 1692 rBV7 2350 3830 0.10% ©.009%
26 13.298 1732 1736 1744 rVB 10065 13892 0.37% 0.033%
27 13.898 1829 1838 1845 rBV 1438254 1907293 50.37% 4.483%
28 14.004 1852 1856 1859 rVB4 2914 4345 0.11% 0.010%
29 14.175 1878 1885 1897 rBV 1571553 2190493 57.85% 5.149%
30 14.375 1914 1919 1923 rVB2 12116 15966 0.42% ©0.038%
31 14.481 1931 1937 1948 rBV 1421682 2038590 53.84% 4.792%
32 14.569 1950 1952 1959 rVB6 3238 5381 ©.14% 0.013%
33 14.692 1967 1973 1988 rBV 635136 935976 24.72%  2.200%
34 14.910 2002 2010 2016 rVB9 8501 16938 0.45% 0.040%
35 15.275 2065 2072 2075 rBv4 2732 4469 0.12% 0.011%
36 15.328 2075 2081 2086 rVB8 4297 6819 0.18% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21623\
Data File : BN@24053.D

Acq On : 16 Feb 2023 14:23
Operator : CG/JU

Sample : 01534-01

Misc :

ALS vial : 5 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©20623.M
Title : SVOA CALIBRATION
37 15.475 2098 2106 2121 rBV 2016072 2831560 74.78% 6.656%
38 15.598 2121 2127 2139 rVV 659421 874786 23.10% 2.056%
39 15.716 2142 2147 2152 rVB5 9035 15204 0.40% 0.036%
40 15.845 2163 2169 2174 rBV 126893 169060 4.47% 0.397%
41 16.634 2300 2303 2310 rBVS 8739 15048 0.40% 0.035%
42 16.698 2310 2314 2318 rVB7 2168 3829 0.10% 0.009%
43 17.157 2387 2392 2395 rVB5 2991 5080 0.13% 0.012%
44 17.234 2395 2405 2415 rBV 1857850 2561375 67.65% 6.020%
45 17.334 2415 2422 2432 rVV 2209585 3081820 81.39% 7.244%
46 17.428 2432 2438 2442 rVB7 20319 41166 1.09% 0.097%
47 17.616 2467 2470 2474 rBV6 3781 4822 0.13% 0.011%
48 17.904 2516 2519 2522 rVBS 3775 4143 0.11% 0.010%
49 18.004 2533 2536 2540 rBV6 10187 15918 0.42% 0.037%
50 18.133 2552 2558 2568 rBV 314352 475623 12.56%  1.118%
51 18.557 2626 2630 2636 rVB4 18706 23985 0.63% 0.056%
52 18.810 2670 2673 2675 rBV4 3780 4834 0.13% 0.011%
53 18.922 2689 2692 2693 rBV3 3481 4269 0.11% 0.010%
54 19.192 2734 2738 2743 rBvV2 28503 39294 1.04% 0.092%
55 19.263 2746 2750 2753 rBV 38981 57517 1.52% 0.135%
56 19.410 2771 2775 2783 rBV 75779 112259 2.96% 0.264%
57 19.628 2806 2812 2818 rBV2 2884057 3786312 100.00% 8.900%
58 20.169 2901 2904 2907 rVB2 27137 29018 ©.77% 0.068%
59 20.663 2985 2988 2992 rBV 59140 64284 1.70% 0.151%
60 21.133 3063 3068 3076 rBV 292291 492265 13.00% 1.157%
61 21.422 3112 3117 3123 rBV 2367129 2887577 76.26% 6.787%
62 21.574 3140 3143 3148 rBvV2 81235 94286 2.49% 0.222%
63 22.033 3218 3221 3225 rBV2 67909 76267 2.01% 0.179%
64 22.527 3303 3305 3311 rVB2 64390 79536 2.10% ©.187%
65 22.663 3324 3328 3334 rVB 249125 316603 8.36% 0.744%
66 23.657 3490 3497 3510 rBV 1851268 3404798 89.92% 8.003%

67 23.804 3515 3522 3531 rVV2 1385355 2651726 70.03% 6.233%

Sum of corrected areas: 42544585
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 16 Feb 2023 14:23
: CG/JU
: 01534-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21623\
BN©24053.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20623.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN024053.D\data.ms
2500000
2000000
1500000
1000000 10.634
8.546 10.257 0.781
6.999%-3358 7.828 8.999 9722 '
500000 3.646 & 1
03-222&52 33855 4.911 6.216 J\ 899 .157.399 ﬂ
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BN024053.D\data.ms
19.628
2500000
17.334
15.475
2000000 17.234
14.175
1500000 13.898 | 14.481
1000000
4.692 15.598
500000 18.133
15.845
oEB2A2E8  13008.298 _ 14.0044.345694.910F23L5.7 1665898 17.ﬂgp@2£smsmn¢ 18,550 8 mpdgRA1g|  20.169
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Time--> 12.00 12,50 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 TIC: BN024053.D\data.ms
21.422
2500000
23.657
2000000
3.804
1500000
1000000
500000 21.133
574 22.033 225
663
O\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 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_N\Data\BN©21623\
Data File : BN©240©53.D

Acq On : 16 Feb 2023 14:23
Operator : CG/JU

Sample : 01534-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20623.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.134 3.71 ng/ul 475623 Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93

Abundance Scan 2558 (18.133 min): BN024053.D\data.ms (-2552) (- m/z 73.00 100.00%

430 30
5000
129.1
213.2 e

| ‘ ‘ 171.1 256.1 18.00 18.50
ol Ll W ko | “u\ N m/z 43.05 84.58%

m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0

150 200 250 18.00 18.50

5000 —— el
129.0 18.00 18.50
213.0 m/z 60.00 81.55%
‘ M ‘ 171.0 ‘
ol ‘\\ ‘“ Il M\ | \‘\hh‘\ HM‘\H\ ol “‘ “‘u\‘ A \\‘ o “ N
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
T ‘ T T ‘/\\
18.00 18.50
5000 129.0 m/Z 40.95 68.56%
97.0 1710 2130 256.0
oL—— ;“‘ m\hH\ ‘H‘\ il ‘ “ | “‘ \‘ ““ T “\‘
miz-> 50 150 200 250
Abundance #143507.n—Hexadecanok:add — =
43.0 73.0 18.00 18.50
m/z 55.05 65.98%
5000
129.0 2150 256.0
M\H‘\M\ o 22
0 Ll Al i ‘ NS s
m/z--> 50 100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21623\
Data File : BN©240©53.D

Acq On : 16 Feb 2023 14:23
Operator : CG/JU

Sample : 01534-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20623.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Oxalic acid, isobutyl octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.133 3.41 ng/ul 492265  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 91
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 81

Abundance Scan 3068 (21.133 min): BN024053.D\data.ms (-3063) (- m/z 57.05 100.00%

57.0
5000
=

o
21.00 21.50
F 207.0 282.0
o‘Hw‘iﬁ‘imuuw‘uw‘uw‘?ﬁ?Qﬁ??S‘H_‘H_‘H_H‘_ m/z 43.10 85.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #301027: Oxalic acid, isobutyl octadecyl ester
57.0
5000 e =
21.00 21.50

m/z 55.00 71.45%

o MJH’-” 224.0 2%

\H‘HHTHT‘\H\‘HH‘\H\1HH‘\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

T
21.00 21.50

5000 m/z 71.05 65.63%
‘ ‘ 5.0196.0 269.0
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 #348538: Pentadecafluorooctanoic acid, octadecy! ester Py T
57.0 21.00 21.50

m/z 69.00 62.80%

5000
o0 252.0
ol LU \ 369.0 648.1

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50

1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21623\
Data File : BN©240©53.D

Acq On : 16 Feb 2023 14:23
Operator : CG/JU

Sample : 01534-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20623.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.663 2.39 ng/ul 316603 Perylene-d12 23.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 64
3 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 59
4 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 59
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 53

Abundance Scan 3328 (22.663 min): BN024053.D\data.ms (-3324) (- m/z 69.05 100.00%

69.0
5000
= .
ﬁZLl 2070 281.0 22.50 23.00
bt bbb by 2500 2250 8411 4160 475,y 7 g1 .00 46.38%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #308259: Supraene
69.0
5000 s ——
22.50 23.00
m/z 41.00 22.27%
137.0
0 bl d, 1910 2730 341.0 4100
\\\\‘\ \\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #19472: 1,5-Heptadiene, 3,3,6-trimethyl-
69.0
I Y
22.50 23.00
5000 ITI/Z 95.00 12.54%
123.0
O A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #78820: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile

69.0 22.50 23.00
m/z 68.00 11.97%

5000

135.0

‘ 88.0
01?9$m‘$JN*J*w%**w***w***w***w***\w**\w** f

m/z--> 0 50 100 150 200 250 300 350 400 450 22.50 23.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21623\
Data File : BN@24053.D

Acqg On : 16 Feb 2023 14:23
Operator : CG/JU

Sample : 01534-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20623.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 ... 18.134 3.7 ng/ul 475623 4 17.233 2561380 20.0
Oxalic acid, is... 21.133 3.4 ng/ul 492265 5 21.422 2887580 20.0
Supraene 22.663 2.4 ng/ul 316603 6 23.804 2651730 20.0
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