LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100920\
Data File : BGO46837.D

Acqg On : 9 Oct 2020 17:03
Operator : CG/JU

Sample : L4303-21

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_G\METHODS\8270-BG092220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO46837.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.665 388 396 405 rBV 907327 1459548 34.06% 7.120%
2 7.257 659 667 680 rBV 908718 1579789 36.87% 7.706%
3 8.103 804 811 819 rBV 222991 386940 9.03% 1.887%
4 9.267 1001 1009 1018 rVB 613184 1082137 25.25% 5.279%
5 10.918 1282 1290 1298 rBV 293379 525377 12.26% 2.563%
6 13.356 1696 1705 1712 rBV 1543717 2386687 55.70% 11.642%
7 14.173 1838 1844 1852 rBV 98190 146528 3.42% 0.715%
8 14.725 1931 1938 1946 rBV 462476 730567 17.05% 3.564%
9 16.211 2183 2191 2201 rBV 1239511 1891791 44.15% 9.228%
10 16.546 2243 2248 2253 rBV 40235 59180 1.38% ©0.289%
11 16.605 2253 2258 2264 rVB3 45183 84313 1.97% 0.411%
12 16.664 2264 2268 2272 rBV2 41726 58785 1.37% 0.287%
13 16.770 2280 2286 2290 rBV3 42856 76302 1.78% 0.372%
14 16.870 2297 2303 2308 rBV5 40075 80074 1.87% 0.391%
15 16.934 2310 2314 2317 rBV 33355 47107 1.10% 0.230%
16 17.469 2398 2405 2416 rBV 628143 946668 22.09% 4.618%
17 18.350 2550 2555 2565 rBV 222940 339486 7.92% 1.656%
18 19.514 2748 2753 2759 rVB2 30557 57787 1.35% 0.282%
19 19.619 2766 2771 2775 rBV2 90664 130169 3.04% 0.635%
20 19.766 2792 2796 2802 rVB 97312 112239 2.62% 0.548%
21 19.884 2811 2816 2828 rVB 281463 448497 10.47%  2.188%

22 20.078 2842 2849 2856 rBV 3189278 4284931 100.00% 20.902%

23 20.806 2969 2973 2979 rVB3 70212 99130 2.31% 0.484%
24 21.388 3064 3072 3089 rBvV2 269032 608109 14.19%  2.966%
25 21.746 3126 3133 3140 rVB2 703817 1188959 27.75% 5.800%

26 22.563 3268 3272 3275 rBV4 25756 43918 1.02%
27 24.090 3527 3532 3540 rVB4 51705 105216  2.46%
28 25.013 3678 3689 3704 rVB 418598 1239855 28.94%

[CRCHOWOR)
()
2
o
R

29 26.217 3888 3894 3896 rBV6 33146 57090 1.33% 278%

30 26.358 3910 3918 3930 rBV6 47579 198817 4.64% 970%

31 27.710 4145 4148 4155 rVB2 19535 44178 1.03% 0.216%
Sum of corrected areas: 20500174

8270-BG092220.M Mon Oct 12 14:33:15 2020 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100920\
Data File : BGO46837.D

Acqg On : 9 Oct 2020 17:03
Operator : CG/JU

Sample : L43e3-21

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG046837.D\data.ms
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Abundance TIC: BG046837.D\data.ms
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Abundance TIC: BG046837.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100920\
Data File : BGO46837.D

Acqg On : 9 Oct 2020 17:03
Operator : CG/JU

Sample : L43e3-21

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.350 7.17 ng 339486  Phenanthrene-d10 17.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2555 (18.350 min): BG046837.D\data.ms (-2550) (- m/z 73.00 100.00%
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Abundance #107549: n-Hexadecanoic acid
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Abundance #131261: Octadecanoic acid s T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100920\
Data File : BGO46837.D

Acqg On : 9 Oct 2020 17:03
Operator : CG/JU

Sample : L43e3-21

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Decanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.619 2.19 ng 130169 Chrysene-d12 21.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 Octadecanoic acid 284 C18H3602 000057-11-4 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49

Abundance Scan 2771 (19.619 min): BG046837.D\data.ms (-2766) (- m/z 73.00 100.00%

129.0
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T —
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Abundance #39474: n-Decanoic acid
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Abundance #131261: Octadecanoic acid
73.0
—— —
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5000 129.0 m/z 60.00 86.27%
185.0 24102840

-

m/z--> 50 100 150 200 250 300 350 400
Abundance #84455: Tetradecanoic acid
73.0 19.50 20.00
m/z 55.05 79.30%
5000 129.0
185.0
228.0
ol L -l I
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100920\
Data File : BGO46837.D

Acqg On : 9 Oct 2020 17:03
Operator : CG/JU

Sample : L43e3-21

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Phenol, 4,4'-(1-methylethyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.884 7.54 ng 448497 Chrysene-d12 21.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 91
2 2,5-bis(Trimethylsilyl)thiophene 228 C1@H20SSi2 017906-71-7 45
3 2H,8H-Benzo[1,2-b:3,4-b"']dipyran... 228 C14H1203 000523-59-1 45
4 2-Trifluoromethyl-5-hydroxyquino... 213 C1OH6F3NO 041958-06-9 42
5 2H,8H-Benzo[1,2-b:5,4-b"']Jdipyran... 228 C14H1203 000553-19-5 35
Abundance Scan 2816 (19.884 min): BG046837.D\data.ms (-2811) (-  m/z 213.00 100.00%
218.0
5000
P e
o5.0 1120 i 19.50 20.00
Obrbdaekod L 2819 355.2406.7 474 ., 214,09  15.73%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
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Abundance #83860: 2,5-bis(Trimethylsilyl)thiophene
218.0
‘ T T ‘ /\\
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. o |
L 5 e By
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Abundance #84387: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-din e oyl
218.0 19.50 20.00
m/z 91.05 10.72%
5000
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100920\
Data File : BGO46837.D

Acqg On : 9 Oct 2020 17:03
Operator : CG/JU

Sample : L43e3-21

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 G5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.388 10.23 ng 608109 Chrysene-d12 21.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 97
3 Cycloeicosane 280 C20H40 000296-56-0 96
4 1-Docosene 308 C22H44 001599-67-3 95
5 1-Octadecene 252 C18H36 000112-88-9 95
Abundance Scan 3072 (21.388 min): BG046837.D\data.ms (-3064) (-  m/z 57.05 100.00%
57.0
- JL
21.00 21.50
1690 280.3
btk JH‘ GP02281 2005 3389 4526 47 43.10  88.74%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 e —
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11.0 m/z 55.10 78.66%
0 \‘\ V | ‘ | ,167.0 223.0 280.0
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Abundance #127771: 3-Eicosene, (E)-
57.0
= —
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5000 m/z 69.05 72.29%
11.0
o \‘ L1111 167.0 2240 2800
et ! R A e
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Abundance #127768: Cycloeicosane . —
55.0 21.00 21.50
m/z 83.05 71.86%
5000
11.0
ol ” ‘\ |,/ 168.0 224.0 280.0
H““H“‘H““H“‘H““w“‘w““_“‘_“‘ e o
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100920\
Data File : BGO46837.D

Acqg On : 9 Oct 2020 17:03
Operator : CG/JU

Sample : L43e3-21

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 unknown26.35 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.358 3.21 ng 198817 Perylene-di2 25.007
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 70
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 49
3 Octacosanol 410 C28H580 000557-61-9 49
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 49
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 49

Abundance Scan 3918 (26.358 min): BG046837.D\data.ms (-3910) (-  m/z 57.05 100.00%
1.0

> i \/\A/\J\/\\VN’\
1570 207.9
— ——
297.0
i \ ‘ ‘ 10 3571 a2 26.00 26.50
0“‘1M“JH WW” L R R AR R m/z 83.05 94.83%
mlz--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
553.0
5000 - e
26.00 26.50
11.0 m/z 97.10 89.52%
O\\"\ ‘\"‘ h \“”\M‘ ‘\‘l\ ‘\]‘_6\7\\0\ ‘2\2\3\(\)’\2\89\0‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #127770: 9-Eicosene, (E)-
57.0
— —
26.00 26.50
5000 m/z 43.10 84.28%
11.0
oLl ssm0 2200 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol T —
57.0 26.00 26.50
m/z 55.10 79.52%
B WWMWWAW/xM/mewMMMM%W
0 “\ ) l \‘ d \‘\ I \7 0 222.0 292.0 392.0
““,““ bt e — ——
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100920\
Data File : BGO46837.D

Acqg On : 9 Oct 2020 17:03
Operator : CG/JU

Sample : L4303-21

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 18.350 7.2 ng 339486 4 17.469 946668 20.0
n-Decanoic acid 19.619 2.2 ng 130169 5 21.746 1188960 20.0
Phenol, 4,4'-(1... 19.884 7.5 ng 448497 5 21.746 1188960 20.0
5-Eicosene, (E)- 21.388 10.2 ng 608109 5 21.746 1188960 20.0
unknown26. 35 26.358 3.2 ng 198817 6 25.007 1239860 20.0
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