LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39577.D

Acqg On : 22 Apr 2023 15:40
Operator : CG/JU

Sample : 02440-02

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_ M\Methods\SFAM-EPA-BM041823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@39577.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.213 26 30 38 rVvB 49060 73104 0.88% 0.118%
2 3.866 138 141 146 rVB 18462 27007 0.32% 0.043%
3 3.966 154 158 165 rVB 15784 27217 0.33% 0.044%
4 5.107 346 352 363 rBV 344538 533951 6.42% 0.859%
5 5.501 416 419 423 rVB 10110 12389 0.15% 0.020%
6 7.013 670 676 688 rBV 114392 267183  3.21% 0.430%
7 7.154 694 700 721 rVB 575820 968449 11.64%  1.558%
8 7.354 728 734 754 rBV 578679 1056687 12.70% 1.699%
9 7.707 788 794 804 rBV 161733 270256 3.25% 0.435%
106 7.819 806 813 816 rBV 675366 1087016 13.06% 1.748%
11 7.854 816 819 837 rVB 620169 1029208 12.37% 1.655%
12 8.172 866 873 881 rBV 116282 198810 2.39% 0.320%
13 8.554 931 938 963 rBV 367744 813464 9.77%  1.308%
14 8.995 1005 1013 1031 rBV 616648 1188122 14.28% 1.911%
15 9.378 1074 1078 1083 rVB3 9213 12469 0.15% 0.020%

16 9.713 1127 1135 1150 rBV 505098 1003384 12.06%
17 10.272 1222 1230 1255 rBV 555724 1388475 16.68%
18 10.495 1262 1268 1282 rVB 115948 219870  2.64%
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19 10.630 1282 1291 1304 rBV 876898 1588269 19.08% 5547%
20 10.789 1311 1318 1333 rBV 106341 281392 3.38% 453%
21 11.013 1352 1356 1362 rVB2 16195 25814 ©0.31% 0.042%
22 12.236 1557 1564 1570 rBV2 9479 19716 0.24% 0.032%
23 13.283 1737 1742 1746 rBV7 6311 11082 0.13% 0.018%
24 13.583 1787 1793 1798 rBV9 4497 11724 0.14% 0.019%
25 13.895 1838 1846 1863 rBV 1576165 2319190 27.87% 3.730%
26 14.171 1886 1893 1909 rBV 1792142 2706699 32.52%  4.353%
27 14.477 1939 1945 1957 rBV 1213583 1891453 22.73%  3.042%
28 14.789 1992 1998 2006 rBV7 26930 93992 1.13% ©.151%
29 15.312 2083 2087 2093 rVB9 6403 11691 0.14% 0.019%
5.

30 15.477 2108 2115 2133 rBV 2291747 3411833 40.99%

31 15.618 2133 2139 2149 rBV 586359 1018028 12.23%
32 15.848 2172 2178 2189 rVB 201476 324235 3.90%
33 16.642 2308 2313 2330 rBV 113437 267808  3.22%
34 17.148 2395 2399 2403 rVB6 6050 9254 0.11%
35 17.230 2407 2413 2424 rBV 1429638 2150967 25.84%
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36 17.330 2424 2430 2441 rVVW 2732181 4046275 48.62%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39577.D

Acqg On : 22 Apr 2023 15:40
Operator : CG/JU

Sample : 02440-02

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_ M\Methods\SFAM-EPA-BM041823.MA.M
Title : SVOA CALIBRATION
37 17.418 2442 2445 2458 rVB9 30514 73724 0.89% 0.119%
38 18.142 2562 2568 2597 rBV 5390662 8322574 100.00% 13.385%
39 18.812 2678 2682 2691 rBV7 35279 86935 1.04% 0.140%
40 19.195 2744 2747 2753 rVB2 38431 54808 0.66% 0.088%
41 19.271 2757 2760 2761 rBV 47473 51308 0.62% 0.083%
42 19.300 2761 2765 2766 rVV 154857 203316 2.44% 0.327%
43 19.336 2766 2771 2781 rVV 1791909 3169519 38.08% 5.097%
44 19.418 2781 2785 2805 rVB 1775972 2899035 34.83% 4.662%
45 19.630 2816 2821 2832 rBV 3293293 4697540 56.44%  7.555%
46 20.518 2969 2972 2984 rVB2 148100 295486 3.55% 0.475%
47 21.142 3074 3078 3085 rBV3 182761 341853 4.11% 0.550%
48 21.430 3122 3127 3136 rBV 1574444 2176742 26.15%  3.501%
49 23.647 3497 3504 3516 rVB2 2280552 4559654 54.79% 7.333%
50 23.794 3524 3529 3541 rVB2 1067123 2175849 26.14% 3.499%
51 25.224 3766 3772 3785 rVB2 1078471 2704125 32.49% 4.349%

Sum of corrected areas: 62178951
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 22 Apr 2023 15:40
: CG/IU
. 02440-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
BM@39577.D

: 5 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.M
: SVOA CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BM039577.D\data.ms

10.630

5.107 715654 TN gs54 0 9713 10272
3213 33666 | 5501 7-%?{ ﬁ 7,7\% 8172 9.378 [k /@ 82013
‘ T ‘ T

Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM039577.D\data.ms
18.142

19.630

17.330

15.477
14.171 192368
13.895 17.230

14.477

.6188 i LJJS]
15.84 -
12.236 13.283.583 14789 15.31 JL/\ 16.642 17148418 18.81294

Time-->

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BM039577.D\data.ms

23.647

21.430
794 25.224

21.142

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_M\Data\BM@42223\
Data File : BM@39577.D

Acqg On : 22 Apr 2023 15:40
Operator : CG/JU

Sample : 02440-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 5 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.848 3.43 ng/ul 324235  Acenaphthene-d10 14.477
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2178 (15.848 min): BM039577.D\data.ms (-2172) (- | m/z 104.95 100.00%
105.0
77.0
5000 182.0
51.0
1550 1600
152.0
Obrr e et e 220 22070 sz 77,00 68.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 T
182.0 15.50 16.00
51.0 m/z 182.00  51.03%
P O D I | 12701520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
— ——
77.0 182.0 15.50 16.00
5000 m/z 51.00 25.86%
51.0
0 270 “ ulll | 127.0 1520 Il
R R e e L R ARREE AR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0 1550 1600
m/z 181.00 8.50%
77.0 182.0
5000
51.0
S S .1 e oM BN
m/z--> 20 40 60 80 100 120 140 160 180 200 1550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39577.D

Acqg On : 22 Apr 2023 15:40
Operator : CG/JU

Sample : 02440-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 6 Tetradecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.642 2.49 ng/ul 267808  Phenanthrene-di10 17.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 72

Abundance Scan 2313 (16.642 min): BM039577.D\data.ms (-2308) (- m/z 73.00 100.00%

73.0
5000

T
16.50 17.00
0" m/z 59.95 93.57%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109283: Tetradecanoic acid
73.0
43.0 129.0

5000 1
16.50 17.00
m/z 43.05 73.17%

185.0

228.0
0 \H‘Hu“i‘u”l”\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109279: Tetradecanoic acid
73.0
43.0 T T
16.50 17.00
5000 129.0 m/z 57.00  66.84%
185.0
228.0
[o) | ““‘ ‘w‘ ‘HM‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid T T
430 73.0 16.50 17.00

m/z 41.00 59.81%

5000 129.0
171.0
‘ ‘ 214.0
‘\ m H‘\\

T T
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39577.D

Acqg On : 22 Apr 2023 15:40
Operator : CG/JU

Sample : 02440-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 7 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.142  77.38 ng/ul 8322570  Phenanthrene-d10 17.230
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 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97

Abundance Scan 2568 (18 142 min): BM039577.D\data.ms (-2562) (- m/z 73.00 100.00%
5000
129.0
213.1 —— —
‘ | 171.1 ‘ 256.1 18.00 18.50
ok ‘3’7 Al LV T 340 s 6e.e  82.49%
m/z--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 —— —
129.0 18.00 18.50
213.0 m/z 43.05 79.38%
171.0 ‘
o 71 PR
miz--> 100 150 200 250 300
Abundance #143510.n—Hexadecanok:add
— —
18.00 18.50
5000 129.0 m/Z 57.05 65.56%
1710 213.0 256.0
0\\\\‘ m\h”w u‘\m ‘\“H“‘\‘ ““\H“\HH“H‘
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid —— ——
18.00 18.50
m/z 55.00 63.35%
5000 256.0
129.0
3.0 213.0
‘ 171.0
0 W P D R
m/z--> 50 100 150 200 250 300 18.00 18.50

SFAM-EPA-BM@41823.MA.M Mon Apr 24 10:43:04 2023

Page:

6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39577.D

Acqg On : 22 Apr 2023 15:40
Operator : CG/JU

Sample : 02440-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 8 «cis-13-Octadecenoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.336  29.12 ng/ul 3169520 Chrysene-d12 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 99
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 99
4 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 96
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 94
Abundance Scan 2771 (19.336 min): BM039577.D\data.ms (-2766) (- | m/z 55.00 100.00%
55.0
5000 J\L
1000 19.50
264 1 : :
180. 1 222 2
0b H‘ “‘“‘M boaaten S8l L 8418 /7 69.05  74.61%
mlz--> 50 100 150 200 250 300 350
Abundance #176218: cis-13-Octadecenoic acid
55.0
5000 — —=
19.00 19.50
m/z 41.00 57.35%
37.0 264.0
Wi e zp0 00
miz--> 50 100 150 200 250 300 350
Abundance #176209: cis-Vaccenic acid
55.0
= —
19.00 19.50
5000 m/z 83.05 53.64%
70 264.0
ol-‘s-‘q“ U\“\!\ u‘“”\\\h i i }‘810 ‘0‘2‘2‘2‘0‘ | ‘L‘ S
m/iz--> 50 150 200 250 300 350
Abundance #176229.Uans—lS{)madecenok:add — —
55.0 19.00 19.50
m/z 97.05 41.71%
5000
97.0
264.0
s bl 3T 02202080 1 [T
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39577.D

Acqg On : 22 Apr 2023 15:40
Operator : CG/JU

Sample : 02440-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 9 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.418 26.64 ng/ul 2899040  Chrysene-d12 21.430
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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2785 (19.418 min): BM039577.D\data.ms (-2781) (- | m/z 73.00 100.00%
73.0
5000 129.0 J\JL
185.1 2412 —
‘ ‘ ‘ 284.1 19.50
o33 L . sl L8433 Ly 4305 89.76%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 1950
m/z 60.00 81.61%
29. 185.0 547 o 284.0
0’ H}‘““\“‘l \“‘\ \‘\“\"\\‘\ \L‘\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
—=
19.50
129.0
5000 28.0 284.0 m/z 57.05  75.64%
185.0 241.0
ol H$MMWM\‘L‘ML‘MJ‘J“““ R
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid —
43.0 19.50
m/z 55.00 67.43%
5000 129.0
3.0
284.0
1850 2410
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39577.D

Acqg On : 22 Apr 2023 15:40
Operator : CG/JU

Sample : 02440-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 10 1,2-Dihydro-5-acenaphthylen... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

26.518  2.71 ng/ul 295486 Chrysene-di2 21.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,2-Dihydro-5-acenaphthylenamine 169 C12H11N 004657-93-6 50

2 Benzothiazole, 2-chloro- 169 C7H4ACINS 000615-20-3 43
3 1,2-Benzisothiazole, 3-chloro- 169 C7H4ACINS 007716-66-7 43
4 Diphenylamine 169 C12H11N 000122-39-4 43
5 Diphenylamine 169 C12H11N 000122-39-4 40
Abundance Scan 2972 (20.518 min): BM039577.D\data.ms (-2969) (! | m/z 169.10 100.00%
169.1
5000] 55.0 fvj\\waN*\N
U \
“ H HlFl'o 23.8 288.9 3582 429.9 489. 20-50
ol bl i |, 3238 2889 3582 4299 4891 ., o5 pp  44.21%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #44534: 1,2-Dihydro-5-acenaphthylenamine
169.0
5000 — :
20.50
83.0 m/z 69.00 35.66%
02\8\.(\)‘“}\“1‘\1\\!“‘|\ \\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #44665: Benzothiazole, 2-chloro-
169.0
T \
20.50
5000 m/z 81.00 25.55%
108.0
58
0 thﬂPﬁuu“‘_ T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #44679: 1,2-Benzisothiazole, 3-chloro- —— ‘
169.0 20.50
m/z 83.05 22.49%
5000
108.0
9.0
ol b b A b —
m/z--> 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39577.D

Acqg On : 22 Apr 2023 15:40
Operator : CG/JU

Sample : 02440-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.142 3.14 ng/ul 341853  Chrysene-d12 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3078 (21.142 min): BM039577.D\data.ms (-3074) (- | m/z 43.05 100.00%

43.0 97.0
5000

——
163.0
281.0 21.00 21.50
0 H“p\Mﬂhwﬂuuwm‘?%Q_“w“§?794ﬁ59w‘?9ﬁ?‘ m/z 83.05 96.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 —r ——

111.0 21.00 21.50
m/z 55.10  93.99%

o \‘ 1‘”\1.167022402800

\\\‘ \\‘\f\f[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosanol

55.0
7 —
21.00 21.50
5000 111.0 ITI/Z 57.10 93.95%
OJKIIWO%GO LJ\/JL
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #289621: 1-Hexacosanol T ——
97.0 21.00 21.50
m/z 69.00 89.74%
- l WMMMNANWMJ\%WWMVMW”W
: Mu‘ﬁmp?ozetlo%w N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39577.D

Acqg On : 22 Apr 2023 15:40
Operator : CG/JU

Sample : 02440-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 12 Cholestan-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.224  24.86 ng/ul 2704130  Perylene-d12 23.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-one 386 C27H460 015600-08-5 95
2 Cholestan-3-one 386 C27H460 015600-08-5 90
3 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 83
4 Cholestan-2-one 386 C27H460 1010210-43-4 80
5 Cholestan-3-one, (5.beta.)- 386 C27H460 000601-53-6 60

Abundance Scan 3772 (25.224 min): BM039577.D\data.ms (-3766) (- | m/z 231.10 100.00%

58.0 231.1
161.1
5000 316.3
386.4 —

A 490.1 e ot A

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #292887: Cholestan-3-one
231.0
43.0

5000 e oo 3k
123.0 ! :

m/z 81.05 82.49%

LI h \| J“ ‘f Jf“f“‘ u‘l\m% ‘Tl “\“1 \Jl‘ Wl \3\\0‘]-\ \()1 T ‘ T \\\‘\ ‘ TTTT ‘ TTTT ‘ TTTT ’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #292888: Cholestan-3-one
231.0

7
386.0 25.00 25.50

o

O

5000{ 43.0 ITI/Z 43.10 78.40%
ﬁl ﬁ) 163.0
o R Lo L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #292902: Cholestan-3-one, (5.alpha.)- e ——
231.0 25.00 25.50

m/z 95.10  75.98%

386.0
5000
43.0
123.0

| l J‘ M} “i \” I Jm v u‘. o u |, 3010 | \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00 25.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39577.D

Acqg On : 22 Apr 2023 15:40
Operator : CG/JU

Sample : 02440-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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|
Benzophenone 15.848 3.4 ng/ul 324235 3 14.477 1891450 20.0
Tetradecanoic acid 16.642 2.5 ng/ul 267808 4 17.230 2150970 20.0
n-Hexadecanoic ... 18.142 77.4 ng/ul 8322570 4 17.230 2150970 20.0
cis-13-Octadece... 19.336 29.1 ng/ul 3169520 5 21.430 2176740 20.90
Octadecanoic acid  19.418 26.6 ng/ul 2899040 5 21.430 2176740 20.0
1,2-Dihydro-5-a... 20.518 2.7 ng/ul 295486 5 21.430 2176740 20.0
(DEL) Alkane: S... 21.142 3.1 ng/ul 341853 5 21.430 2176740 20.0
Cholestan-3-one 25.224 24.9 ng/ul 2704130 6 23.794 2175850 20.0
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