LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF122575.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.451 568 572 594 rBV 1533277 1564495 19.05% 3.338%
2 6.463 740 744 752 rBV 1062967 945370 11.51% 2.017%
3 6.840 804 808 811 rBV 1088480 891326 10.86% 1.902%
4 7.404 898 904 907 rBV 3102711 3003468 36.58% 6.408%
5 8.122 1022 1026 1029 rBV 1471282 1185264 14.44%  2.529%
6 9.198 1204 1209 1212 rBV 5689114 5574044 67.89% 11.892%
7 9.592 1272 1276 1279 rBV 111084 102117 1.24% 0.218%
8 9.875 1320 1324 1328 rBV 1642731 1417052 17.26% 3.023%
9 10.663 1454 1458 1469 rBV 2808640 2666816 32.48% 5.690%
10 11.316 1566 1569 1573 rVB 91977 88242 1.07% 0.188%

11 11.363 1573 1577 1580 rBV 1734463 1470005 17.90%  3.136%
12 11.751 1640 1643 1647 rBV 120953 134722 1.64% 0.287%
13 11.910 1659 1670 1697 rVB 4250781 7902991 96.25% 16.861%
14 12.163 1710 1713 1719 rVB 193370 207746 2.53% 0.443%
15 12.216 1719 1722 1729 rVB 144818 155598 1.90% ©.332%

16 12.545 1774 1778 1781 rBV ~ 325978 376124 4.58% 0.802%
17 12.592 1781 1786 1787 rBV2 194579 260676  3.17% ©.556%
18 12.698 1796 1804 1815 rVB 5056287 8210911 100.00% 17.518%
19 12.951 1842 1847 1851 rVB 5109936 5271166 64.20% 11.246%
20 13.886 2003 2006 2019 rVB3 109012 236902 2.89% ©.505%

21 13.998 2020 2025 2029 rBV 1373085 1339458 16.31%
22 14.398 2084 2093 2102 rBV6 190062 741812  9.03%
23 15.115 2212 2215 2220 rVB 67332 83734 1.02%
24 15.463 2265 2274 2294 rVB 957654 1711380 20.84%
25 16.945 2520 2526 2533 rVB4 94157 208272 2.54%

WO RN
=
N
O
3R

26 18.445 2771 2781 2799 rVB2 328064 1120807 13.65% 2.391%

Sum of corrected areas: 46870498
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF122575.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.9106 107.52 ng 7902990 Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 83
Abundance Scan 1670 (11.910 min): BF122575.D\data.ms (-1659) (- m/z 73.00 100.00%
73.0
43.1
5000 129.1
213.2 S
I N P
— W’H‘\ h!‘ “H‘H‘ uh“\ ‘Ju‘\‘n; L ‘ “‘ “ ““\‘ A \‘ : ““ S m/z 43.10 83.87%
miz--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 1
12.00
97.0 171.0 2130 256.0 m/z 60.00 82.12%
—— ‘M’ h!‘ H‘ \\h”\ ‘\H ul ‘\‘ , “ “‘ \‘ “ - “\‘ ——
miz--> 50 100 150 200 250
Abundance
43.0,73.0
—=
12.00
5000 129.0 m/z 41.10 67.32%
185.0 2410 284
—— e
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid —7
43.0 73.0 12.00
m/z 57.10 66.63%
5000 129.0
‘ ‘ 199.0 2420
“\‘ w’ h!\ \‘H‘HH \\h“‘ ‘\H i “‘ 1‘67“(?“ ‘i T “\‘ — T
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2 Heptadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.163 2.83 ng 207746  Phenanthrene-die 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 91
2 Pentadecanal- 226 C15H300 002765-11-9 91
3 Tetradecanal 212 C14H280 000124-25-4 83
4 Hexadecanal 240 C16H320 000629-80-1 80
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 72

Abundance Scan 1713 (12.163 min): BF122575.D\data.ms (-1710) (- m/z 57.10 100.00%

57.1
5000 '

—T T
M 125.1 1591 193.2222.1 12.00 12.50
| m/z 43.10 91.66%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #105849: Heptadecanal
43.0
82.0

5000 T —
12.00 12.50

m/z 82.05 84.22%
HH‘

T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0 82.0

7 7
12.00 12.50

5000 m/z 55.10 80.94%
111.0
JAANNN Ly 152080 a0
miz--> 20 40 60 80 100120140160 180200220240260280
Abundance #71299: Tetradecanal o —
57.0 12.00 12.50

m/z 41.10 70.43%

68.0
h\“ 13801 212.0 J_/A\NNM,JMJ

e — ]
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50

5000

27.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3 Hexadecanoic acid, trimethy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.216 2.12 ng 155598  Phenanthrene-die 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, trimethylsily... 328 C19H4002Si 055520-89-3 91
2 Tetradecanoic acid, trimethylsil... 300 C17H3602Si 018603-17-3 58
3 .beta.-Alanine, trimethylsilyl e... 161 C6H15NO2Si 005269-40-9 43
4 Silane, trimethyl(1-methylbutoxy)- 160 C8H200Si 001825-67-8 38
5 Silane, trimethyl(1l-methylethoxy)- 132 C6H160Si 001825-64-5 38
Abundance Scan 1722 (12.216 min): BF122575.D\data.ms (-1719) (|  m/z 73.05 100.00%
73.0 117.0
313.3
5000
—= =
39 ‘1 10 201.1 269.1 12.00 12.50
g A b m/z 117,000 92.91%
miz--> 50 100 150 200 250 300
Abundance #167697: Hexadecanoic acid, trimethylsilyl ester
73.0 117.0 313.0
5000 e e
12.00 12.50
m/z 75.00 69.41%
Z%ﬂuh i g HJ\LSQO 20+0 269.0
[T T Y O I 1 n | | I
L ‘ T ‘ T ‘ T T T ‘ T T T T ‘ UL ‘ T T
miz--> 50 100 150 200 250 300
Abundance
73.0
—T =
117.0 12.00 12.50
5000 m/z 313.30 61.33%
285.0
29.0
159.0 201.0 241.0
s e T e e
miz--> 50 100 150 200 250 300
Abundance #31696: .beta.-Alanine, trimethylsilyl ester —— —
75.0 12.00 12.50
117.0 m/z 129.05 46.01%
5000
40,0
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.545 5.12 ng 376124  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 96
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
Abundance Scan 1778 (12.545 min): BF122575.D\data.ms (-1774) (-} ' m/z 74.00 100.00%
74.0
e J/L
143.1 — ‘
255.2
Ll [ 192 72 o o0
L e L m/z 87.00 74.64%
miz-> 50 100 150 200 250 300
Abundance #143130: Methyl stearate
74.0
5000 = :
43.0 12.50
143.0 m/z 43.10 39.28%
| h\ | 1110 | 1990 2550 298¢
[ 1 1 T . I . |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz-> 50 100 150 200 250 300
Abundance
74.0
T [
12.50
5000 m/z 55.10 29.22%
28.0
143.0 2550 298¢
111.0 199.0
e e e e
miz--> 50 100 150 200 250 300
Abundance #95862: Methyl tetradecanoate T
74.0 12.50
m/z 41.10 23.89%
5000
43.0
SR ) 1 S —
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 9,12-Octadecadienoic acid (... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.592 3.55 ng 260676  Phenanthrene-die 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 93
3 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 76
4 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 70
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 70

Abundance Scan 1786 (12.592 min): BF122575.D\data.ms (-1781) (- m/z 55.05 100.00%
55.0

5000

N

T T \
12.50

m/z 41.10 88.70%

129.1

185.1 2412 280.1

mi/z--> 50 100 150 200 250 300
Abundance #127647: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 =T ‘
12.50
29. 09.0 m/z 67.00 79.57%
280.0
\’M““‘m\ \Hhm\ &5‘1‘1\0\18\5\0‘ 2\2\2\0\ T 1 L
mi/z--> 50 100 150 200 250 300
Abundance
67.0
R \
12.50
5000 m/z 81.10 71.26%
109.0
1510 po70 2040
e
miz--> 50 100 150 200 250 300
Abundance #178355: 2-Chloroethyl linoleate —— ‘
67.0 12.50
m/z 43.10 57.76%
5000
09.0
SR RN T R LI T S
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.698 122.60 ng 8210910 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1804 (12.698 min): BF122575.D\data.ms (-1796) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1
185.2 241.2
. — ==
‘ ‘ ‘ 28‘4" 12,50 13.00
ob—— H‘Hu W \‘H‘M“Hh‘\\ w‘u‘\‘”h‘\ o b ‘L e \‘ ol TS m/z 43.10 94.78%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 =T —
12.50 13.00
m/z 60.00 81.75%
S “H‘d‘u h}\‘u\“\h‘\ ‘Mw — ‘ - ‘\ - ‘\‘
miz--> 50 100 150 200 250
Abundance
43.0 73.0
— ==
12.50 13.00
5000 129.0 m/z 57.10 77 .88%
199.0 2420
167.0
e e
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid — ]
73.0 12.50 13.00
43.0 m/z 55.10 73.89%
5000
129.0
185.0 228.0
: ““ ““\‘u‘u“ ‘M‘\‘H‘\ ‘\ [ m‘\ “\‘ \‘ — ‘\‘ ———— = ——
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 7 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.886 3.54 ng 236902 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 2006 (13.886 min): BF122575.D\data.ms (-2003) (- m/z 55.05 100.00%
55,0
07.1
5000
1950 400
40.0 : :
- “‘\‘ : “ w‘\u“‘ % “wlﬁﬁﬁ‘l‘u ‘2‘3?"2‘ 2‘%451,‘ e m/z 57.10  98.90%
miz--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 — —
13.50 14.00
m/z 83.10 92.95%
39.0
\‘\ \‘\ i ‘\ H \H\ \H\ \‘\ L %81022202640 308.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance
83.0
43.0
— —
13.50 14.00
5000 m/z 97.10 80.32%
125.0
167.0 210.0 280.0
e e T
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol “ —
57.0 97.0 13.50 14.00
m/z 43.10 80.13%
5000
39.0
oLl 181.02220264.0306.0 378«
e e e e P —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 .gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.398 11.08 ng 741812 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 98
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 70
4 Ergost-5-en-3-o0l, (3.beta.)- 400 C28H480 004651-51-8 53
5 5-Cholestene-3-0l, 24-methyl- 400 C28H480 1000214-17-4 49

Abundance Scan 2093 (14.398 min): BF122575.D\data.ms (-2084) (- m/z 43.10 100.00%
43.1

107.1

5000 213.2

59.1 303.3
414.¢ 7 T
I \‘ i

257, 355.2 14.00 14.50

e m/z 57.05  74.46%
miz—> 0 50 100 150 200 250 300 350 400

Abundance #217434: .gamma.-Sitosterol

5000 — —
14.00 14.50
m/z 55.18  61.35%

m/z--> 0
Abundance
43.0
P P
14.00 14.50
m/z 69.05 52.86%
5000 105.0
414.(
159.0
213.0 273.0 329.0
A SO
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- — ——
43.0 14.00 14.50
m/z 107.10 51.77%
5000
368.0
414(
213.0
ﬂm. 290 50 || M )
m/z--> 0 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 Palmitic acid vinyl ester Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.945 2.43 ng 208272 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 58
2 Hexadecanal, 2-methyl- 254 C17H340 055019-46-0 35
3 Octadecane 254 C18H38 000593-45-3 25
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 25
5 Heptamethyl-3-phenyl-1,4-cyclohe... 254 C19H26 122531-52-6 20
Abundance Scan 2526 (16.945 min): BF122575.D\data.ms (-2520) (- m/z 239.25 100.00%
71.1 239.3
5000
41,0
B 50 1082 H 81.1 17.00
— ‘”MV ‘w‘\ﬁmm \\\Wh‘y“\“\ E m/z 71.10 96.30%
miz--> 50 100 150 200 250
Abundance #129350: Palmitic acid vinyl ester
57.0
239.0
5000 T
17.00
m/z 43.05 95.98%
w0 ||
\\\\“‘\H““‘H‘\M\ﬂ.\\|\%L8\3\0\\‘\!‘\\\\
miz--> 50 100 150 200 250
Abundance
58.0
——
17.00
5000 ITI/Z 57.10 93.27%
950 1250 1960 2540
e
miz--> 50 100 150 200 250
Abundance #105883: Octadecane —
57.0 17.00
m/z 58.00 60.34%
5000
27.0
99.0 254.0
DL TP, 20 1880 a0 | -
m/z--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 Hexadecanal, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.445 13.10 ng 1120810 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanal, 2-methyl- 254 C17H340 055019-46-0 89
2 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 49
3 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 49
4 Decane, 3-methyl- 156 C11H24 013151-34-3 38
5 1-Nonene, 4,6,8-trimethyl- 168 C12H24 054410-98-9 27
Abundance Scan 2781 (18.445 min): BF122575.D\data.ms (-2771) (|  m/z 57.10 100.00%
57.1
239.2
6.0
83.3 —
m ‘\ H\ o rimoust O | o
Y Nt OC NN AR i B S B m/z 71.10  91.80%
miz--> 50 100 150 200 250 300
Abundance #105861: Hexadecanal, 2-methyl-
58.0
5000 T
18.50
m/z 43.10 87.15%
H | 950 1330 1960 5540
L T \ ‘ T T L ‘ T T T T ‘ L L ‘ T T T T ‘ T
miz--> 100 150 200 250 300
Abundance
32.0
——
18.50
5000 m/z 58.10 54.88%
74.0
10901430 1940 2390
T T T
miz--> 50 100 150 200 250 300
Abundance #153147: Octadecanoic acid, ethenyl ester —
57.0 18.50
239.0 ITI/Z 239.20 52.77%
5000 ﬂ/\kﬂ
37.0
g 1] \H‘_‘lvo N Au
m/z--> 150 200 250 300 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 11.910 107.5 ng 7902990 4 11.363 1470010 20.0
Heptadecanal 12.163 2.8 ng 207746 4 11.363 1470010 20.0
Hexadecanoic ac... 12.216 2.1 ng 155598 4 11.363 1470010 20.0
Methyl stearate 12.545 5.1 ng 376124 4 11.363 1470010 20.0
9,12-Octadecadi... 12.592 3.5 ng 260676 4 11.363 1470010 20.0
Octadecanoic acid 12.698 122.6 ng 8210910 5 13.998 1339460 20.0
n-Tetracosanol-1 13.886 3.5 ng 236902 5 13.998 1339460 20.0
.gamma.-Sitosterol 14.398 11.1 ng 741812 5 13.998 1339460 20.0
Palmitic acid v... 16.945 2.4 ng 208272 6 15.463 1711380 20.0
Hexadecanal, 2-... 18.445 13.1 ng 1120810 6 15.463 1711380 20.0
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