LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc :

ALS Vvial : 14 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©60622 .M
Title : SVOA CALIBRATION

Signal : TIC: BN@20243.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.228 19 24 42 rVB 471952 836248 17.87% 1.832%
2 3.540 74 77 84 rBV 10883 20215 0.43% 0.044%
3 3.670 96 99 114 rBV 67531 126946 2.71% 0.278%
4 3,905 135 139 146 rVB 12140 20677 0.44%  0.045%
5 3.993 151 154 159 rvVvB2 6765 9254 0.20% 0.020%
6 4.528 239 245 255 rVB 113194 200876 4.29% 0.440%
7 4.917 306 311 318 rVB4 7181 15549 0.33% 0.034%
8 5.516 409 413 420 rVB7 2612 5201 0.11% 0.011%
9 6.987 656 663 674 rBvV 119244 207993 4.45% 0.456%
10 7.122 680 686 696 rBV 475229 774459 16.55% 1.696%
11  7.199 696 699 709 rVB 13405 24438 ©0.52% 0.054%
12 7.334 715 722 735 rBV 469340 795208 17.00% 1.742%
13 7.793 793 800 809 rBV 436174 721837 15.43% 1.581%
14 7.863 809 812 821 rVB5S 5418 11449 0.24% 0.025%
15 8.516 916 923 936 rBV 400476 688762 14.72% 1.508%
16 8.946 988 996 1008 rBvV 612994 1062712 22.71% 2.327%
17 9.093 1014 1021 1025 rBV3 9235 19097 0.41% 0.042%
18 9.399 1068 1073 1078 rBV 7078 10124 0.22% 0.022%
19 9.663 1110 1118 1130 rBV 516678 884792 18.91% 1.938%
20 9.928 1158 1163 1166 rBV5 2292 4875 0.10% 0.011%

21 10.216 1205 1212 1227 rBV 743697 1349785 28.85%
22 10.581 1266 1274 1282 rBV 734138 1251706 26.75%
23 10.716 1290 1297 1311 rBV 694629 1250717 26.73%
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B

24 11.399 1409 1413 1423 rVB5 3458 6380 0.14% 014%
25 12.175 1539 1545 1552 rVB 13449 23545  0.50% 052%
26 13.263 1725 1730 1736 rBvV4 5976 9004  0.19% 020%
27 13.334 1736 1742 1748 rBV3 19971 33626 0.72% 074%

28 13.834 1820 1827 1838 rBV 1677593 2400894 51.31%
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29 14.110 1867 1874 1891 rBV 1793095 2780291 59.42% 089%
30 14.334 1908 1912 1916 rBV3 5205 6491 0.14% 014%
31 14.422 1920 1927 1935 rBV 1182843 1827695 39.06% 4.003%
32 14.581 1949 1954 1960 rVB5 4267 6330 0.14% 0.014%
33 14.675 1962 1970 1984 rBV 82454 181405 3.88% 0.397%
34 14.851 1995 2000 2004 rVB5 7946 12660 ©.27% ©0.028%
35 15.234 2060 2065 2069 rBV2 6761 11029 0.24% 0.024%
36 15.287 2069 2074 2080 rVB 11125 16061 0.34% ©.035%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc :

ALS Vvial : 14 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©60622 .M
Title : SVOA CALIBRATION
37 15.410 2088 2095 2109 rBV 2329353 3581500 76.55% @ 7.844%
38 15.534 2109 2116 2126 rBV 954754 1331498 28.46% 2.916%
39 15.651 2131 2136 2141 rBv2 28095 41534 0.89% 0.091%
40 15.851 2165 2170 2171 rBV4 3701 5957 0.13% 0.013%
41 16.145 2215 2220 2223 rBV 24236 34490 0.74% 0.076%
42 16.198 2226 2229 2235 rVB3 10846 15938 0.34% 0.035%
43 16.316 2242 2249 2256 rBvV9 5962 14695 0.31% 0.032%
44 16.428 2265 2268 2273 rBV5 4476 7221 0.15% 0.016%
45 16.486 2275 2278 2281 rBv4 4531 6597 0.14% 0.014%
46 16.651 2302 2306 2309 rBvV4 3041 5860 ©.13% 0.013%
47 16.845 2335 2339 2341 rBV4 3868 5073 0.11% 0.011%
48 16.939 2350 2355 2358 rBvV2 31358 44039 0.94% 0.096%
49 17.092 2379 2381 2384 rVB3 7166 7001 0.15% 0.015%
50 17.163 2386 2393 2402 rBV 1459515 2177638 46.54% 4.769%
51 17.263 2403 2410 2421 rVV 2709021 4072553 87.04% 8.919%
52 17.363 2424 2427 2432 rW7 8671 14696 0.31% 0.032%
53 17.404 2432 2434 2438 rVB5 4681 6821 0.15% 0.015%
54 17.475 2444 2446 2450 rVB5 5130 5610 0.12% 0.012%
55 17.569 2453 2462 2463 rBV7 17690 30790 0.66% 0.067%
56 17.675 2476 2480 2485 rVB 31584 35899 0.77% 0.079%
57 17.845 2503 2509 2519 rBV 217022 274491 5.87% 0.601%
58 18.069 2542 2547 2554 rBV 205430 300919 6.43% 0.659%
59 18.369 2594 2598 2608 rBV 31876 50737 1.08% 0.111%
60 18.739 2657 2661 2664 rBV5 4961 7822 0.17% 0.017%
61 18.839 2673 2678 2682 rBV7 6133 11189 0.24% 0.025%
62 18.945 2691 2696 2701 rBV3 55173 135652 2.90% 0.297%
63 19.022 2704 2709 2713 rVB 587870 724941 15.49% 1.588%
64 19.122 2722 2726 2728 rBV2 41609 51847 1.11% 0.114%
65 19.157 2728 2732 2735 rVW 155695 184597 3.95% 0.404%
66 19.192 2735 2738 2742 rVV 41234 59819 1.28% 0.131%
67 19.251 2744 2748 2760 rVB 154452 209351 4.47%  0.459%
68 19.351 2760 2765 2773 rBV 149954 230449 4.93% 0.505%
69 19.498 2787 2790 2793 rVB4 27022 35150 0.75% 0.077%

70 19.557 2793 2800 2807 rBV 3341641 4678766 100.00% 10.247%

71 19.704 2822 2825 2830 rBV5 14440 18313 0.39% 0.040%
72 19.804 2839 2842 2847 rVB 45824 52893 1.13% 0.116%
73 20.116 2891 2895 2899 rBV 45918 62715 1.34% 0.137%
74 20.445 2948 2951 2954 rVB 29743 30732 0.66% 0.067%
75 20.569 2966 2972 2976 rBV2 55449 85969 1.84% ©.188%
76 20.616 2976 2980 2983 rVB 35591 45563 0.97% 0.100%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc

ALS Vvial : 14 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©60622 .M
Title : SVOA CALIBRATION

77 21.080 3055 3059 3074 rBV3 97076 303585 6.49% 0.665%
78 21.274 3089 3092 3097 rVB 51358 58186 1.24% 0.127%
79 21.351 3100 3105 3120 rBV 1714003 2246705 48.02% 4.921%
80 21.516 3130 3133 3137 rBV 48031 52823 1.13% 0.116%
81 21.963 3206 3209 3213 rBV 59414 68556 1.47% 0.150%
82 22.445 3287 3291 3296 rBV 83794 121887 2.61% 0.267%
83 22.974 3377 3381 3389 rVB 117926 178971 3.83% 0.392%
84 23.521 3466 3474 3480 rBV2 1801946 3681189 78.68% 8.062%
85 23.574 3480 3483 3490 rVV2 152575 267126 5.71% ©.585%
86 23.668 3492 3499 3509 rVB2 921579 1843700 39.41% 4.038%
87 24.263 3595 3600 3608 rVB 135684 272948 5.83% 0.598%

88 25.057 3730 3735 3743 rVB2 117175 257791 5.51% ©.565%

Sum of corrected areas: 45659123

SFAM-EPA-BNO60622.M Tue Jun 21 14:30:19 2022 3



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Jun 2022 17:23
: CG/IU
: N3313-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61722\
BN©20243.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.M
Quant Title : SVOA CALIBRATION

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BN020243.D\data.ms

10.214
6,046 0B
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4.5 6.9
384799083 42284917 5516 29 863 099.399 Kg.gzs 11.399
‘ T T

350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
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2500000

2000000

1500000

1000000

500000

TIC: BN020243.D\data.ms
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Time-->
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Abundance

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BN020243.D\data.ms
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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_N\Data\BN@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.845 2.52 ng/ul 274491  Phenanthrene-di10 17.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
Abundance Scan 2509 (17.845 min): BN020243.D\data.ms (-2503) (- | m/z 74.00 100.00%
74.0
5000
43.0
143.1 T R
‘ M H | ]r ‘ 185.1 22‘72 2701 17.50 18.00 )
om‘mw,hwl,‘wu“mwm‘,mWwJHwwww,www m/z 87.00 70.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — — A
43.0 17.50 18.00
143.0 m/z 43.05 36.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
74.0
— T
17.50 18.00
5000 43.0 m/z 55.00 31.12%
143.0
270.0
1110 1850 2270
Ol S S e e et e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161203: Hexadecanoic acid, methyl ester — T
74.0 17.50 18.00
m/z 41.00 28.29%
5000
43.0
143.0
o il gusoy | | gsso S 270
om"H‘,m‘,"wH‘W‘H‘,m‘_‘w‘wwm,www e a—_—
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.069 2.76 ng/ul 300919  Phenanthrene-d10 17.163
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 Tetradecanoic acid 228 C14H2802 000544-63-8 94
Abundance Scan 2547 (18.069 min): BN020243.D\data.ms (-2542) (1 m/z 73.00 100.00%
43.0 73.0
5000 129.0
213.2 17 T
Ll R e
oL—— “M‘M Wu‘ “u\h‘\\ ‘;‘H‘\‘m; N ‘ “‘ “ ““\‘ b ‘\‘ m/z 43.00 90.50%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T I
18.00
M97.0 1o 2130 2560 m/z 60.00 87.99%
ob— “MH‘H W i \\h“‘\ ;‘H‘\‘n} ‘\ ‘ “ “ “‘ \‘ “‘ - “\‘ ——
miz--> 50 100 150 200 250
Abundance
43.0 73.0 256.0
T \
18.00
5000 m/z 57.00 79.59%
129.0
213.0
171.0
14.0
o by lll s ol - -
miz--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid T
73.0 18.00
m/z 55.00 72.42%
43.0 129.0 256.0
5000
213.0
M 171.0
0l— \“ \“J ‘u‘u“ W . ‘;‘H‘\ wil] H“‘ ‘ ‘\‘ “‘ “\‘\“ A “ — “ Raaa
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@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 4 11-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.022 6.66 ng/ul 724941  Phenanthrene-di10 17.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
5 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 98
Abundance Scan 2709 (19.022 min): BN020243.D\data.ms (-2704) (- | m/z 55.00 100.00%
55.0
w T %
T \
‘ ‘ | paro 1802 2222 264.1 19.00
0L HH‘\ | MH H“‘H‘\‘w M\hwh iy e : ‘h‘ ‘2‘96‘-1 m/z 41.05 63.47%
miz-> 50 100 150 200 250 300
Abundance #194424: 11-Octadecenoic acid, methyl ester
55.0
5000 = :
19.00
m/z 69.00 57.21%
04 “\ ‘\ T ‘\”
miz-> 50 100 150 200 250 300
Abundance
55.0
T \
19.00
5000 m/z 73.95 50.10%
87.0
123.0 264.0
; . 180.0 222.0 206.C
e T e e
miz--> 50 100 150 200 250 300
Abundance #194449: 9-Octadecenoic acid, methyl ester, (E)- — ‘
55.0 19.00
m/z 83.05 47.21%
5000 87.0
264.0
23.0 222.0
L Ee meo O | e
oLt DLl Ay ‘u\‘Hm“H\‘n T b L
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 5 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.351 2.05 ng/ul 230449  Chrysene-di2 21.351
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 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2765 (19.351 min): BN020243.D\data.ms (-2760) (- | m/z 43.00 100.00%

43.0
5000 128.9
83.0
185.1 2412 N T
‘ ‘ 284.1 341, 19.00 19.50
0! ‘WUN\”NuJWMH“ﬂNMN‘M‘ ﬂ“““" m/z 73.00 97.50%
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 \‘ T
19.00 19.50
m/z 57.00 79.71%
29 ‘ 185.0 547 284.0
04 \“\ \“h“‘ ‘M\M \“‘\ \‘ \“\ “ T \“‘ T \“\ T
m/z--> 50 100 150 200 250 300
Abundance
43.0
— ——
19.00 19.50
5000 129.0 m/z 60.00  78.46%
83.0
284.0
1850 2410
0L A AL ol gl b b
m/iz--> 50 100 150 200 250 300
Abundance #179092: Octadecanoic acid A B
43.0 19.00 19.50
m/z 55.00 73.74%
5000
129.0
3.0 284.0
185.0 241.0
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_N\Data\BN@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 6 Oxalic acid, hexadecyl prop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.080 2.70 ng/ul 303585 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
3 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 90
4 Carbonic acid, decyl heptadecyl ... 440 C28H5603 1000383-16-6 87
5 Carbonic acid, decyl octadecyl e... 454 C29H5803 1000383-16-7 87
Abundance Scan 3059 (21.080 min): BN020243.D\data.ms (-3055) (- | m/z 57.00 100.00%
57.0
11 1 LN ‘
‘\ "y 092350282 1 3410 429, 21.00
oh ““J“J““‘wm‘ e m/z 43.05  75.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #265841: Oxalic acid, hexadecyl propyl ester
43.0
5000 — :
70 21.00
269.0 m/z 71.00 52.08%
O \H\‘ H‘\\““‘\“‘}4}’0\\]\_9\6‘9\\\‘\}\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
N \
21.00
5000 m/z 55.00 48.32%
111.0
0 167.0211.0 280.0
I o s o e A AL et s o
m/z--> 50 100 150 200 250 300 350 400
Abundance #284590: Sulfurous acid, octadecyl 2-propyl ester — ‘
43.0 21.00
m/z 85.00 44.31%
5000
41.0 2530
oLl LUl aer0 noro 220 e
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.574 2.90 ng/ul 267126  Perylene-di2 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 90
3 Hentriacontane 437 C31He4 000630-04-6 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3483 (23.574 min): BN020243.D\data.ms (-3480) (- | m/z 57.00 100.00%
57.0

N

5000
T T
’}127J. 207.0 3232 4170 535, 23.50
ol bbb L3232 4170 8350 4310 67.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158610: Octadecane, 2-methyl-
43.0
5000 1

—
23.50
m/z 71.05 65.61%

| 1130 2250
0‘\\\‘\l\\i\J‘\J\J\\“‘\‘\\\‘\\1\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
L
23.50
5000 ITI/Z 85.10 49,59%
295.0
o 127.0 1970 435.0
[ A e T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320591: Hentriacontane T ‘
57.0 23.50
m/z 55.00 25.41%
o LT 1970 3090 379.0437.0
e e e b e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.263 2.96 ng/ul 272948  Perylene-di2 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 3600 (24.263 min): BN020243.D\data.ms (-3595) (- | m/z 57.00 100.00%

57.0
5000

h 1”1‘ 24.‘00 24.50
\ | Uy

183.1 '
ol dgpnhio 2392 8247 4009 488 ... 71 05  60.92%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl-
57.0

5000 === e
24.00 24.50

m/z 43.10 59.32%

O\\\‘\ﬂ\“\i“\l‘\‘\\‘h\h\\\2’]-\1-\\0\‘\2\8\1\?\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0

T
24.00 24.50

5000 m/z 85.05 51.87%
99.0 196.0
0 252.0
R B R R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane T T
57.0 24.00 24.50

m/z 55.05  26.20%

) A/w/\%w
113.0
\ ‘ | 777 169.0 2050 2050 367.0

om_mm‘uhem” o ST A — —— ——
miz--> 50 100 150 200 250 300 350 400 450 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.057 2.80 ng/ul 257791  Perylene-di2 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heneicosane 296 C21H44 000629-94-7 89
Abundance Scan 3735 (25.057 min): BN020243.D\data.ms (-3730) (- | m/z 57.05 100.00%
57.0
1131 éS‘Od |
) 208.1 283.0 ‘
- A WL, 200L 2830 36004291489 0 g1 o s7.38%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194589: Heneicosane
57.0
5000 = — :
25.00
m/z 43.10 54.45%
113.0 296.0
O T | “\hl‘\‘ll\I“ \I‘\“\ }‘]‘-“\6?\.“0\“2\‘2\?.‘\0‘ TTT \L‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
T \
25.00
5000 m/z 85.10 44 .57%
113.0
0 183.0 239.0 296.0
e T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane T :
57.0 25.00
m/z 55.00 22.18%
B AMJL
113.0
0 ‘w‘\ u|\ \i\ ‘\‘ I‘ { ‘\1‘\6\9"0 225.0 295.0 367.0
R e e B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61722\
Data File : BN©20243.D

Acqg On : 17 Jun 2022 17:23
Operator : CG/JU

Sample : N3313-08

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN0©60622.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|
Hexadecanoic ac... 17.845 2.5 ng/ul 274491 4 17.163 2177640 20.0
n-Hexadecanoic ... 18.069 2.8 ng/ul 300919 4 17.163 2177640 20.0
11-Octadecenoic... 19.022 6.7 ng/ul 724941 4 17.163 2177640 20.0
Octadecanoic acid 19.351 2.0 ng/ul 230449 5 21.351 2246710 20.0
Oxalic acid, he... 21.080 2.7 ng/ul 303585 5 21.351 2246710 20.0
(DEL) Alkane: S... 23.574 2.9 ng/ul 267126 6 23.669 1843700 20.0
(DEL) Alkane: S... 24.263 3.0 ng/ul 272948 6 23.669 1843700 20.0
(DEL) Alkane: S... 25.057 2.8 ng/ul 257791 6 23.669 1843700 20.90
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