LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acqg On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc :

ALS Vvial : 21  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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF129529.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.510 544 548 555 rBV 470840 471935 2.63% 1.069%
2 6.522 716 720 732 rBV 492464 466171 2.60% 1.056%
3 6.875 777 780 784 rBV 1161309 913427 5.10% 2.069%
4 7.434 872 875 883 rBV 296786 267773 1.49% 0.606%
5 8.157 995 998 1002 rBV 1293674 1061939 5.93%  2.405%
6 9.228 1177 1180 1185 rBV 506784 435154 2.43% 0.985%
7 9.916 1293 1297 1300 rBV 1299458 987471  5.51%  2.236%
8 10.704 1428 1431 1436 rBV 253847 233424 1.30% 0.529%
9 11.404 1547 1550 1553 rBV 1120407 991799 5.53% 2.246%
10 11.786 1611 1615 1618 rBV 4785472 3822404 21.33% 8.657%

11 11.927 1635 1639 1646 rBV 444506 450773 2.52% 1.021%
12 12.486 1728 1734 1736 rBV 12590930 17920935 100.00% 40.585%
13 12.510 1736 1738 1743 rVV2 11204759 9716351 54.22% 22.004%
14 12.580 1747 1750 1753 rVB 3158814 2530675 14.12% 5.731%
15 12.622 1753 1757 1759 rBV 732215 792383  4.42% 1.794%

16 12.639 1759 1760 1767 rVB2 655706 598958 3.34% 1.356%
17 12.992 1816 1820 1822 rVB 453644 387107 2.16% ©.877%
18 13.227 1858 1860 1866 rvB2 207513 213635 1.19% ©.484%
19 13.304 1870 1873 1877 rVV 295120 262475 1.46% ©.594%
20 13.968 1983 1986 1991 rBV 293425 300766 1.68% ©0.681%
21 14.051 1997 2000 2003 rBV 810824 725165 4.05% 1.642%
22 15.539 2249 2253 2259 rVB 465533 605662 3.38% 1.372%

Sum of corrected areas: 44156382
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 03 Aug 2022 03:01
: CG\JU
: N3990-01 5X

. 21

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
BF129529.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BF129529.D\data.ms

5.510

6.522

6.875

7.434

I
240 2.6

[T I T I I
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 5.8

s
L L L L L L L L L I L L L L L L L L I L L B L BB B

6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BF129529.D\data.ms

9.916

L

11.404

11.786

11.927

12.
12

186
510

12.580

i

0
Time-->

10./?04
T — T
10.00 10.50 11.00

L_

11.50

D
12.00

\
12.50

T
13.00

Abundance
1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BF129529.D\data.ms

14.051 15.539

s

Time-->

13.50

T T T [ T T T T [ T T T T [ T T T T [ 71T L — L — L —
14.00 14.50 15.00 15.50 16.00 16.50 17.00

T ‘ T
17.50

T ‘ T
18.00

T ‘ T
18.50

8270-BF072522.M Wed Aug 03 15:17:44 2022

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acq On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.786  77.08 ng 3822400  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 1615 (11.786 min): BF129529.D\data.ms (-1611) (- m/z 74.10 100.00%
74.1
5000
43.0
1431 L SR
227.2 11.50 12.00
[lypsy | 1882 "7 270z ;
0‘_H‘_H‘_HumuNMH‘MH‘_H‘MA‘NHMMH‘_HMMH‘_H“ m/z 87.10  73.75%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —r ——
43.0 11.50 12.00
143.0 m/z 43.05 34.29%
0 ‘u \“ ‘\‘ Il \\\115 O\ 17\1 0\19902270 2790
\‘H\\‘HH‘\H\‘\H\‘HH’HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

%

74.0
11.50 12.00
5000 43.0 m/z 55.05 28.51%
o ‘ M‘ H‘M 1110 30 1850 2270 2700
WHH‘HH_"_Hw‘HWH‘WHH‘HH_‘H_HW‘HWH‘WHH‘
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #143572: Pentadecanoic acid, methyl ester — =
74.0 11.50 12.00
m/z 41.05 26.19%
5000
43.0
43.0
b 50 P B30 290 1|,
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acq On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.927 9.09 ng 450773 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1639 (11.927 min): BF129529.D\data.ms (-1635) (- m/z 73.00 100.00%

43.0 73.0
5000

1200

0 wm“‘:‘”

m/z 43.05 89.89%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000
213.0 1200
171.0 m/z 60.00 86.78%
(ORE ] \‘\‘\ \W\ \H!H T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid
43.0 73.0
A
12.00
5000 129.0 ITI z 57.10 72.41%
‘ 199.0 2420
O‘H_kﬁhul‘ 198
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0 1200
m/z 41.05 67.50%
5000

185.0 228.0

N

m/z--> 20 40 60 80 100120140160180200220240260280 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acq On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.486 361.38 ng 17920900  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
Abundance Scan 1734 (12.486 min): BF129529.D\data.ms (-1728) (- m/z 67.05 100.00%
67.0
5000
09.1
—
263.1294.1 12.50
ok ‘3‘6L‘ “H“ Hl“‘ u\‘“‘ Hh\ \“h H\ M 1187‘2‘2‘29‘2‘ | L ‘29‘4‘ m/z 81.10 87.11%
miz--> 50 100 150 200 250
Abundance #191917: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 T
09.0 12.50
204.( m/z 55.05 63.38%
29'0‘ ‘ T 220.0 ' ‘
ol L h 702200 [T |
m/z--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
e
12.50
5000 m/z 95.05 60.64%
090 294.C
oL L0 2 a0 220
m/z--> 50 150 200 250
Abundance  #191900: 9,12—Octadecad|enoic acid, methyl ester — e
67.0 12.50
m/z 41.05 50.84%
5000
29.0 09.0
294.C
ol LI | ‘u\ il uh ‘uhwuh‘ ‘;‘ L. 2030 263077F U
miz--> 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acq On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.510 195.93 ng 9716350  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 98
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98

Abundance Scan 1738 (12.510 min): BF129529.D\data.ms (-1736) (- m/z 55.10 100.00%

5[:
5000
264.3
222.2
‘ 37 1 180 2 ‘ ‘ 12 50
oL H‘ M \‘ \H\MMH\ alky w - i - ‘2‘9\6"3 m/z 69.10 68.21%

m/z--> 150 200 250 300

Abundance #194440. 9-Octadecen0|c acid (2)-, methyl ester

55.0
87.0

5000
1250
m/z 41.10 67.72%
o250l L | Il \ HL n “‘\H‘W fa) P20 202060
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
1250 |
5000 ITI z 74.10 61.95%
87.0
264.0
222.0
ol u‘ \\ H\ ‘HHMM \H [t pbo L ‘h‘ 2960
m/z--> 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester ‘
55.0 12 50

m/z 83.10 60.33%

5000
87.0
264.0
‘ H ‘ H 230 1800 2220 ‘ 206.0
0 h ‘ ‘ H\\ ‘\\ \ \\ Mol e, | ‘ ‘ )

m/z--> 50 100 150 200 250 300 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acq On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.580 51.03 ng 2530680  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
4 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1750 (12.580 min): BF129529.D\data.ms (-1747) (-} | m/z 74.05 100.00%
74.0
5000 M
\ 1431 255.2 ‘2‘6
199 2 : 125
2983
oh ‘317\‘1‘““‘ I Moo ‘ b b ST 895 sz 87.10 76.18%
m/z--> 50 100 150 200 250 300 350
Abundance #197277: Methyl stearate
74.0
5000 — :
143.0 255.0 298.0 12.50
199.0 m/z 43.10 36.94%
0 \2\ qr ‘\‘ ‘“‘ M b ‘\ \“‘\ i \‘\ i \‘\‘\ \‘ “\“‘\ T “ LA
miz--> 100 150 200 250 300 350
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
R [
12.50
5000 m/z 55.10 29.54%
143.
ﬁ ‘ 3.0 185.0 241.0 284.0
0l ‘_J Y T
m/z--> 100 150 200 250 300 350
Abundance #197352.Hemadeoandoacm,164nemyh,meﬁwleﬁer =
74.0 12.50
m/z 41.10 24.45%
5000
28.0
143.0 255.0 298.0
W L e T
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acq On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 9,12-Octadecadienoic acid (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.621 15.98 ng 792383 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 99
2 Linoelaidic acid 280 C18H3202 000506-21-8 99
3 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 98
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 95
5 8-Hexadecyne 222 CleéH3e 019781-86-3 89
Abundance Scan 1757 (12.621 min): BF129529.D\data.ms (-1753) (-] m/z 67.05 100.00%
67.0
5000 202.1 /k\
09.1 L S
12.50 13.00
0 ‘” ”h J“w“u - L,24022808 3400 . 8110 81.00%
miz--> 50 100 150 200 250 300
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 e ——
12.50 13.00
09.0 m/z 55.05 63.90%
29. h 280.0
0 ol Li2y wm 19602360 |
miz--> 50 100 150 200 250 300
Abundance #173566: Linoelaidic acid
67.0
= —
12.50 13.00
5000 m/z 41.05 60.53%
09.0
29.
h 0.0 280.0
0 i aes0 AT
m/z--> 50 100 150 200 250 300
Abundance #173577: 10E,12Z-Octadecadienoic acid = —
67.0 12.50 13.00
m/z 95.05 56.81%
5000
09.0
20. ‘ 0.0 280.0
o REEC.CRU-LES 2 R P
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acq On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Oleic Acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.639 12.08 ng 598958  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 94
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 94
3 9-Octadecenoic acid 282 C18H3402 002027-47-6 91
4 trans-13-Octadecenoic acid 282 (C18H3402 000693-71-0 89
5 Cyclopentadecane 210 C15H3e 000295-48-7 87
Abundance Scan 1760 (12.639 min): BF129529.D\data.ms (-1759) (- m/z 55.10 100.00%
5[:
5000 /\{\J/\
1250  13.00
165 l 211 1 264.3 . .
ob— Hu il \“HH‘H‘ ‘\H “H\\WJMJ Hu‘ T T AT . b 3031 m/z 69.10 76.17%
m/z--> 50 100 150 200 250 300
Abundance #176208: Oleic Acid
58.0
97.0
5000 1
12 50 13.00
m/z 41.10 69.38%
370 264.0
| 180.0 222.0 \
O\\\M\“\” }m‘h‘h‘\‘\ ‘\‘\‘ H\‘\“‘\“\““
miz--> 50 100 150 200 250 300
Abundance #176223: 9-Octadecenoic acid, (E)-
55.0
—r=
12 50 13.00
5000 9.0 m/z 83.10 67.87%
264.0
WASB .0 180.0 222.0 ‘
ok “ \;‘\‘\ \!‘ m‘uh”\\ m‘Hh e - M Ay Ao —
m/z--> 50 100 150 200 250 300
Abundance #176210: 9-Octadecenoic acid —
55.0 12 50 13.00
97.0 m/z 97.10 53.48%
5000
38.0 1800 2220
O‘L‘HMWH L —
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acq On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 11-Eicosenoic acid, methyl ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.227 5.89 ng 213635 Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 70
2 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 62
3 22-Tricosenoic acid 352 C23H4402 065119-95-1 50
4 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 49
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 45
Abundance Scan 1860 (13.227 min): BF129529.D\data.ms (-1858) (- m/z 55.10 100.00%
5!:
97.1
5000 220.2
292.3
—— —
143.0
(i
omw‘ Ll B0 m/z 69.10  77.91%
miz-> 100 150 200 250 300 350
Abundance #229555: 11-Eicosenoic acid, methyl ester
55.0
5000 —r— ——
13.00 13.50
m/z 97.10  74.90%
37.0
Ot “\‘
miz--> 50 100 150 200 250 300 350

Abundance #176294 Cyclopropaneoctanoic acid, 2-hexyl-, methyl es
55.0

T T
13.00 13.50

5000 m/z 74.00 69.57%
6.0
Lo anom
ob—k ‘u‘ L HH\ ‘\uhmu‘d\u‘h ‘\h‘d‘ - ‘\\‘ —— }\ e
m/z--> 50 100 150 200 250 300 350
Abundance #261947: 22-Tricosenoic acid = — A
55.0 13.00 13.50
20 m/z 83.10 59.67%
5000
390 334.0
oL WM“ ' 208.0250.0292.0
T \“‘\ “ T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF072522.M Wed Aug 03 15:17:51 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acq On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Eicosanoic acid, methyl ester  Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.304 7.24 ng 262475  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 95
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91

Abundance Scan1873(13304nﬂm BF129529.D\data.ms (-1870) (- m/z 74.00 100.00%
74.0
5000 J\k
143.1 — A
‘ ¥ ‘ 1992241.2°%7%326.3 37, 13.00 13.50
jam— ‘ Ll b P T Se m/z 87.00 78.02%
miz--> 100 150 200 250 300 350
Abundance #232221:Emosanmcacm,meleeaer
74.0
5000 = e
13.00 13.50
143.0 326.0 m/z 43.10 42.03%
1““\\H \‘ 1990241028?0
O\\\\‘\\\“\“\‘\\\‘\\\\‘\\\\‘\\\\“\\‘\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #249023:Henemosanok:add,nuﬂhyleﬁer
74.0
P P
13.00 13.50
5000 m/z 55.00 31.08%
143.0
\\\\‘\ \‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350
Abundance #179144: Heptadecanoic acid, methyl ester — —
74.0 13.00 13.50
m/z 41.05 26.52%
o W\WMM\V\/\
284.0
143.0
B0 || 0, 2o
ol bbby o L — —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acq On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Docosanoic acid, methyl ester  Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.969 8.30 ng 300766  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 95
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 93
4 Hexacosanoic acid, methyl ester 410 C27H5402 005802-82-4 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86

Abundance Scan 1986 (13.968 min): BF129529.D\data.ms (-1983) (- m/z 73.95 100.00%
74.0
5000
‘ 143.0
199.1 o552 311.3 14.00
0 Hum““M wk“wH_HWHH_““_????HH m/z 87.00 78.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197271: Methyl stearate
74.0
5000 ““*J\/T”\ = \*TJ\V’T‘
14.00
143.0 %
29<d ‘ 208.0 m/z 43.10 47.33
O ‘ll\ “\J“‘\““\“\‘\\“‘\\\‘\“\‘\\4\"Q\\L‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #264183: Docosanoic acid, methyl ester
74.0
——
14.00
5000 m/z 55.10 35.19%
29.
143.0
‘ MJ | 199.0 2550 354.0 HAMMJMW}xAWWWkNMWW
(RN AP OSSN
m/z--> 50 100 150 200 250 300 350 400
Abundance #264191: Methyl 20-methyl-heneicosanoate —
74.0 14.00
m/z 57.10 31.05%
5000
143.0 354.0
199.0 255.0 %
00 P Y O W T L
[ MM‘H""‘\‘Hw‘mwmwm_m —
m/z--> 50 100 150 200 250 300 350 400 14.00

8270-BF072522.M Wed Aug 03 15:17:53 2022

Page:

12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129529.D

Acqg On : 03 Aug 2022 03:01
Operator : CG\JU

Sample : N3990-01 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
Hexadecanoic ac... 11.786 77.1 ng 3822400 4 11.404 991799 20.0
n-Hexadecanoic ... 11.927 9.1 ng 450773 4 11.404 991799 20.0
9,12-Octadecadi... 12.486 361.4 ng 17920900 4 11.404 991799 20.0
9-Octadecenoic ... 12.510 195.9 ng 9716350 4 11.404 991799 20.0
Methyl stearate 12.580 51.0 ng 2530680 4 11.404 991799 20.0
9,12-Octadecadi... 12.621 16.0 ng 792383 4 11.404 991799 20.0
Oleic Acid 12.639 12.1 ng 598958 4 11.404 991799 20.0
11-Eicosenoic a... 13.227 5.9 ng 213635 5 14.051 725165 20.0
Eicosanoic acid... 13.304 7.2 ng 262475 5 14.051 725165 20.0
Docosanoic acid... 13.969 8.3 ng 300766 5 14.051 725165 20.0
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