LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
Data File : BF136143.D

Acqg On : 04 Nov 2023 12:57
Operator : CG\JU

Sample : 05243-01

Misc :

ALS vial : 7 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_ F\Methods\8270-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136144.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.063 502 506 513 rVB 41717 52287 1.50% 0.237%
2 5.451 566 572 575 rBV 2686873 2699635 77.40% 12.213%
3 6.451 736 742 745 rBV 2313984 2731852 78.32% 12.358%
4 6.645 772 775 787 rVB 70734 73406  2.10% ©.332%
5 6.816 801 804 807 rBV 712012 534515 15.32% 2.418%

6 7.381 895 900 903 rBV 1948953 1829107 52.44%  8.275%
7 8.098 1018 1022 1025 rBV 942360 722425 20.71%  3.268%
8 9.180 1202 1206 1209 rBV 4237449 3401718 97.53% 15.389%
9 9.298 1222 1226 1230 rVB 73753 65618 1.88% 0.297%

9.857 1317 1321 1324 rBV 1052555 834813 23.93% 3.777%

11 10.651 1451 1456 1459 rBV 2441345 2263353 64.89% 10.239%
12 11.345 1571 1574 1578 rBV 1025914 873557 25.04%  3.952%
13 11.892 1660 1667 1681 rBV 518532 599132 17.18% 2.710%
14 12.680 1797 1801 1813 rVB 135999 150727 4.32% ©.682%
15 12.951 1842 1847 1850 rBV 3615783 3487988 100.00% 15.779%

16 13.886 1999 2006 2022 rBV5 77373 299531  8.59%
17 14.004 2022 2026 2029 rVB 561355 515815 14.79%
18 14.186 2050 2057 2064 rBV 34759 42743 1.23%
19 14.886 2172 2176 2180 rBV 229227 229213 6.57%
20 15.492 2273 2279 2285 rVB 442212 546341 15.66%

NEFRPONLER
=
\o]
w
R

21 16.221 2394 2403 2419 rVB10 34046 151563 4.35% 0.686%

Sum of corrected areas: 22105339

8270-BF103023.M Mon Nov 06 11:37:52 2023 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Nov 2023 12:57
¢ CG\JU
. 05243-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
BF136143.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF136144.D\data.ms

5.451
6.451
7.381

6.816

5.063 6.645

Time-->

A
L L L L B I L L L I B L L L I L B L B L IR I L B LR ™ L B L B R BRI R

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF136144.D\data.ms
9.180

12.951

10.651

8.098 9.857 11.345

11.892

0
Time-->

12.680
A

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

TIC: BF136144.D\data.ms

14.004 15.492
14.886
13.88 16.22

14.186
T ‘ T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T T ‘ T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
Data File : BF136143.D

Acqg On : 04 Nov 2023 12:57

Operator : CG\JU

Sample : 05243-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT 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 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.645 2.75 ng 73406  1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
5 .beta.-Methoxyethoxymethyl chloride 124 C4H9C102 003970-21-6 38
Abundance Scan 775 (6.645 min): BF136143.D\data.ms (-772) (-) m/z 45.05 100.00%
45.0
5000
721 S/ S L SE—
‘ 6.40 6.60 6.80 7.00
104.0
o‘wmwmwW“1wHw_“‘H_?Eﬂ?’m_‘1”_‘1‘2‘9‘1‘“””_‘ m/z 59.00  39.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 LA L R B LA
6.40 6.60 6.80 7.00
2010 72.0 m/z 72.16  22.15%
o140 |l ‘M 80.0 1040 1350
H‘H\\‘HH‘HH‘H\\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #38390: Diethyl carbitol
45.0
\\\\‘\\\\‘\\\\‘A\\\\’\\\
6.40 6.60 6.80 7.00
5000 72.0 m/z 43.00 15.55%
29.0
0 87.0 1030
H_H‘_HWH‘WHH‘HH_H‘_HW‘HWHH‘HH_‘H_HW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10075: 2-Propanol, 1-(1-methylethoxy)- R RARERRRE B
45.0 6.40 6.60 6.80 7.00
m/z 72.95 13.78%
5000
73.0
o 9903038 N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00

8270-BF103023.M Mon Nov 06 11:37:55 2023

Page:

3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
Data File : BF136143.D

Acqg On : 04 Nov 2023 12:57
Operator : CG\JU

Sample : 05243-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.892 13.72 ng 599132  Phenanthrene-d10 11.345
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 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 1667 (11.892 min): BF136143.D\data.ms (-1660) (- m/z 73.00 100.00%

73.0
5000 129.1
213.2 — ~——
391 ‘ ‘17‘1-1 ‘ 256.1 11.50 12.00
0 b L L 829 e00 96.83%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

- =
11.50 12.00
m/z 43.05 89.44%

40 171.0 213.0 256.0
0! » \\‘m\ ;‘H“‘h} ‘\ ‘ “‘ “ “‘ \[ “\‘ T “\‘ A R
m/z--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
— T
11.50 12.00
5000 129.0 m/z 57.05 76.85%
29. 171.0
‘ 214.0
0 \‘dhu\ }‘\H‘h} “ n“ L “‘ ‘ “\‘ T T
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid T s
73.0 11.50 12.00
m/z 55.05 72.66%
5000 129.0
29. 185.0 o410 284.0
0 by e J“m_m “‘_H‘u_” — =
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
Data File : BF136143.D

Acqg On : 04 Nov 2023 12:57
Operator : CG\JU

Sample : 05243-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.680 5.84 ng 150727  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30

Abundance Scan 1801 (12.680 min): BF136143.D\data.ms (-1797) (- m/z 73.00 100.00%
43.0, 73.0

129.1

5000

%

12.50 13.00
m/z 43.05 94.53%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #179093: Octadecanoic acid
73.0

o

129.0 284.C

185.0 241.0 12.50 13.00
m/z 57.10  94.52%

‘!H‘\h‘ f”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46966: n-Decanoic acid
73.0

\ \
12.50 13.00

N
w
o

5000

o

129.0
5000 m/z 60.00 78.66%
43.0
okl 1 v
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid T et ot
73.0 12.50 13.00

43.0 .
5000
129.0
185.0 228.0
“ ‘\ 1 ‘ H‘ ‘ HM‘ h“ M‘\ I A ‘ ‘

T T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
Data File : BF136143.D

Acqg On : 04 Nov 2023 12:57
Operator : CG\JU

Sample : 05243-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.886 11.61 ng 299531  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 94
3 Octacosanol 410 C28H580 000557-61-9 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 2006 (13.886 min): BF136143.D\data.ms (-1999) (- m/z 43.05 100.00%
T ooe7a
5000
T s
149.1 . .
281.1
o““wﬂw«‘w O L e m/z 55.85 94.57%
miz--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0
5000 — —
13.50 14.00
m/z 57.05 91.36%
29. # 0
O\\“\““\\\“\“!“\‘\‘h’h\‘\]f-g\e‘\o\\\‘\2\8\0\0‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #321407: Heptacosyl acetate
43.0
97.0 - —
13.50 14.00
5000 m/z 97.10 81.66%
ol L. \\ b H ©' 2090 264.0 3200 378.0424.0
il “‘ e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol “Wﬁkﬁ“ﬂﬁ 7 o
57.0 13.50 14.00
m/z 83.05 74.94%
- L
oAk ‘\\ LAJAET0 2220 2020 3920 1M
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF103023.M Mon Nov 06 11:37:58 2023 Page: 6



Data Path :
Data File :
Acqg On : 04

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
BF136143.D

Nov 2023 12:57

Operator : CG\JU

Sample
Misc
ALS Vvial : 7

Quant Method
Quant Title

TIC Library

. 05243-01

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 3

Peak Number 5 Squalene

R.T. EstConc Area Relative to ISTD R.T.
14.88 839 ng 220213  Perylene-d12 15.49
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 squalene at0 C3oHse 060111-02-4 96
2 Supraene 410 C30H50 007683-64-9 93

3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24

1000163-04-7 90
062951-96-6 83

5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 2176 (14.886 min): BF136143.D\data.ms (-2172) (- m/z 69.05 100.00%
69.0
5000
— —
‘ | 1901 1450 15.00
ol d g ‘“m‘“ ‘\ (82123122731 8412 4100 n/z 81.65  54.12%
miz--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 — -
14.50 15.00
m/z 41.05 22.73%
121.0
o270 1 |11 111750 23102730 3410 410
\\\‘\ \‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
— e
14.50 15.00
5000 ITI/Z 95.00 15.52%
137.0
0270 il y | 1910 2730 3410 410
A S
m/z--> 50 100 150 200 250 300 350 400
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15, Fespad it
69.0 14.50 15.00
m/z 68.10 11.82%
5000
11.0
0 ‘ ‘ WMH \H‘ \H \“1 02\05 0 27303150 3840 n N
““‘ A e A L B A i S SO BT — A on g
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
Data File : BF136143.D

Acqg On : 04 Nov 2023 12:57
Operator : CG\JU

Sample : 05243-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 unknownl6.221 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.221 5.55 ng 151563  Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 65-2,3,8,8-Tetramethyltricyclo[5... 204 C15H24 137235-48-4 30
2 1H-Indene-4-carboxylic acid, 2,3... 204 C13H1602 ©55591-11-2 27
3 Panaginsene 204 C15H24 871660-96-7 25
4 Ethanone, 1-[4-(trifluoromethoxy... 204 C9H7F302 085013-98-5 25
5 (3-Aminophenyl)acetonitrile, TMS... 204 C11H16N2Si 1000474-30-8 25

Abundance Scan 2403 (16.221 min): BF136143.D\data.ms (-2394) (- m/z 189.10 100.00%

189.1
5000 105.1

233.1
262.( 16.00 16,50
0! m/z 105.10  48.42%

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #80284: 6S-2,3,8,8-Tetramethyltricyclo[5.2.2.0(1,6)Junde
189.0
5000

16.00 16.50
69.0  119.0,,,, m/z 187.10  41.91%
Ouu‘\u\‘H\u“\‘\\‘HH‘”\\‘\H\’\“1‘\\"‘“\\‘\‘”\‘M‘\\“\u‘\‘\\‘u‘uu‘uu‘uu‘u
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #79978: 1H-Indene-4-carboxylic acid, 2,3-dihydro-1,1-din
189.0
16 00 16i50
5000 m/z 190.15 41.47%
15.0 129.0157.0
ok N“ Ay “h‘ ‘\‘;\“‘H\‘ ‘mh\‘ : ‘\“ : ‘H“‘ ‘ U’ \‘ : \h - “‘i ‘1“\ ‘ “h“‘ : “‘\‘ S /N
m/z--> 20 40 60 80 lOO 120 140 160180200220 240 260
Abundance #80107: Panaginsene A‘ M ‘h‘ ‘M‘
189.0 16.00 16.50

m/z 175.05  40.25%

5000
133.0
55 0 105.0 ‘ 1610 ‘
0 i ‘H\ H‘ ul h ‘ h .

m/z--> 20 40 60 80 100120140160180 200220240260 16 00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110423\
Data File : BF136143.D

Acqg On : 04 Nov 2023 12:57
Operator : CG\JU

Sample : 05243-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
Ethanol, 2-(2-e... 6.645 2.8 ng 73406 1 6.816 534515 20.0
n-Hexadecanoic ... 11.892 13.7 ng 599132 4 11.345 873557 20.0
Octadecanoic acid 12.680 5.8 ng 150727 5 14.004 515815 20.0
Behenic alcohol 13.886 11.6 ng 299531 5 14.004 515815 20.0
Squalene 14.886 8.4 ng 229213 6 15.492 546341 20.0
unknownl6.221 16.221 5.5 ng 151563 6 15.492 546341 20.0

8270-BF103023.M Mon Nov 06 11:38:00 2023

Pag 9



