LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47962.D

Acqg On : 21 Jan 2021 20:43

Operator : CG/JU

Sample : M1191-02 :
Misc . 0041-043-COMP-C

ALS vial : 8 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-BG012121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO47962.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.699 394 402 414 rVB 736558 1155735 43.50% 8.332%
2 7.291 665 673 684 rBV 750025 1262036 47.50% 9.099%
3 8.149 811 819 825 rBV 182241 305008 11.48% 2.199%
4 9.307 1009 1016 1024 rVB 451041 789750 29.72% 5.694%
5 10.963 1290 1298 1308 rVB 242638 425818 16.03% 3.070%

6 13.396 1704 1712 1720 rBV 1144498 1727336 65.01% 12.453%
7 14.213 1845 1851 1856 rBV 47007 65814  2.48% 0.474%
8 14.765 1939 1945 1955 rVB 388050 638711 24.04% 4.605%
9 16.251 2191 2198 2206 rBV 1018993 1531311 57.63% 11.040%
10 17.509 2405 2412 2422 rVB 515834 799314 30.08% 5.763%

11 18.396 2558 2563 2572 rBV 155067 237545 8.94% 1.713%
12 19.659 2773 2778 2790 rBV2 102239 154487 5.81% 1.114%
13 20.111 2849 2855 2861 rVB 2032467 2657125 100.00% 19.156%
14 21.428 3075 3079 3089 rBvV2 147539 224979  8.47% 1.622%
15 21.792 3134 3141 3147 rBV2 564456 920957 34.66% 6.640%

16 22.638 3282 3285 3292 rVB8 21137 39456 1.48% 0.284%

17 25.106 3694 3705 3716 rBV3 304432 900535 33.89% 6.492%

18 25.182 3716 3718 3727 rVB9 16679 34727 1.31% 0.250%
Sum of corrected areas: 13870644
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Jan 2021 20:43
: CG/JU
: M1191-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
BGO47962.D

0041-043-COMP-C

: 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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0
Time-->
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TIC: BG047962.D\data.ms
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8.149 10.963

350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

TIC: BG047962.D\data.ms
20.111

13.396
16.251

21.792

17.509
14.765

18.396

14.213
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TIC: BG047962.D\data.ms

25.106

25182

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47962.D

Acqg On : 21 Jan 2021 20:43

Operator : CG/JU

Sample : M1191-02 :
Misc : 0041-043-COMP-C

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.396 5.94 ng 237545  Phenanthrene-die 17.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2563 (18 396 min): BG047962.D\data.ms (-2558) (- m/z 73.10 100.00%

43.1 3t
5000
129.1 213.2
femss e
H‘ ‘ ﬁm% 256.1 18.00 18.50
oL—— “\‘\ H“\!\H‘\\‘\‘u‘\“‘ wm‘\‘w o o L SIS L ‘L‘ ‘ m/z 60.05 84.62%
miz--> 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 \‘ 1
18.00 18.50
97.0 1710 2130 2560 m/z 43.10  82.24%
oLb— ‘M‘ U!\ Hu M‘H\ ‘H‘\ ul ‘ ‘ ‘ . \‘ ““ T “\‘ N
miz--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid
73.0
43.0
18.00 18.50
5000 129.0 m/z 57.05 71.20%
185.0
H 228.0
ob— \“ H‘HM il “u““‘ uh\‘\‘ ;M‘\‘h; “ e \“ B L‘ —
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid cteanpiog 0
43.0 73.0 18.00 18.50
m/z 41.10 66.91%
5000 129.0
‘ 199.0 2420
ol H H‘n il um nhH \m ul ‘155(? ‘i o ““ : -~ e
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47962.D

Acqg On : 21 Jan 2021 20:43

Operator : CG/JU

Sample : M1191-02 :
Misc . 0041-043-COMP-C

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.659 3.35 ng 154487 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2778 (19.659 min): BG047962.D\data.ms (-2773) (- m/z 73.10 100.00%

73.1
5000 129.1
185.2 241.2
2843 19.50 20.00
ob— “‘ A “‘ 1IN “ : ???'?‘ ——  m/z 57.05 88.74%
mlz--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
43.0
5000 WWN\AA‘ T T ‘ T
129.0 284.0 19.50 20.00
3.0 m/z 60.10 84.54%
‘ H ‘ 1850 241.0
oL ‘h‘ (i M ‘H“u‘\‘\ M‘m e ! “‘ I “ “‘ L [
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
o Ll s
19.50 20.00
m/z 43.10 81.50%
5000 284.0 /
3.0 129.0
‘ ‘ ‘ 1850 5410
0 \‘\M ‘uh“ M\ uf ‘\‘\ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ R ‘3‘7‘2"
miz-> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid P T
73.0 19.50 20.00
m/z 55.10 79.86%
5000 129.0
29.0
‘ 199.0 242 0
AT 7 O U YV LYV
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47962.D

Acqg On : 21 Jan 2021 20:43

Operator : CG/JU

Sample : M1191-02 :
Misc . 0041-043-COMP-C

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.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 5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.428 4.89 ng 224979 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 95
4 1-Eicosene 280 C20H40 003452-07-1 94
5 1-Eicosanol 298 C20H420 000629-96-9 94

Abundance Scan 3079 (21.428 min): BG047962.D\data.ms (-3075) (- m/z 43.10 100.00%

43.1
7.1
5000
\ ‘ 21,50
155 2207.0 311 0 ’
Ty M 111552 b b A023 4611y, 55 05 86.81%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
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O T \J‘\ }\ “\“\ \‘“\J‘ \“\\\ ‘\]‘_6\?\()\ ‘2\2\3\(\)‘\2\8\0\0‘\ TTT ‘ TTTT ‘ T 1T ‘ T
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Abundance #115906: 1-Nonadecene
43.0 97.0
—
21.50
5000 ITI/Z 83.10 74 .95%
oL L o z00zes0
miz--> 50 100 150 200 250 300 350 400 450
Abundance #127777: Cyclohexadecane, 1,2-diethyl- Ay =
43.0 21.50
m/z 69.10 71.33%
97.0 280.0
5000
s
0 H“““m‘_“mM;M_Hw‘m\‘_m_m_mw B
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47962.D

Acqg On : 21 Jan 2021 20:43

Operator : CG/JU

Sample : M1191-02 :
Misc : 0041-043-COMP-C

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.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 ... 18.396 5.9 ng 237545 4 17.509 799314 20.0
Octadecanoic acid 19.659 3.4 ng 154487 5 21.792 920957 20.0
5-Eicosene, (E)- 21.428 4.9 ng 224979 5 21.792 920957 20.0
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