LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54962.D

Acqg On : 15 Sep 2022 18:58
Operator : CG/JU

Sample : Nd644-01

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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54962.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.669 397 405 416 rBV 521905 862415 4.67% 2.029%
2 7.285 672 680 693 rBv 520396 925276 5.01% 2.177%
3 8.125 816 823 831 rBV 150370 252644 1.37% 0.594%
4 9.306 1016 1024 1043 rBV 317111 590906  3.20% 1.390%
5 10.951 1297 1304 1312 rBV 201584 369343 2.00% 0.869%

6 13.390 1712 1719 1729 rVB 987045 1508442 8 3
7 14.765 1945 1953 1960 rVB 320062 509912 2 1
8 16.257 2200 2207 2225 rBV 550643 911703  4.94%  2.145%
9 17.514 2415 2421 2426 rBV 375939 578320 3 1
10 18.161 2523 2531 2536 rBV 4965807 7348008 39. 7

11 19.312 2716 2727 2729 rBV3 7255775 18456357 100.00% 43.422%
12 19.412 2741 2744 2746 rVB 190098 194356 1.05% ©.457%
13 19.453 2746 2751 2756 rVB 3703750 4605612 24.95% 10.835%
14 19.565 2763 2776 2778 rBV 116126 259075 1.40% 0.610%
15 20.123 2859 2865 2870 rBV 1469534 1939954 10.51% 4.564%

16 20.429 2908 2917 2926 rVB3 275126 596857 3.23% 1.404%
17 20.534 2931 2935 2939 rBV 391355 433473 2.35% 1.020%
18 20.587 2939 2944 2950 rBV7 96262 201850 1.09% 0.475%
19 21.192 3041 3047 3052 rVB2 123297 247408 1.34% 0.582%
20 21.568 3106 3111 3120 rVB 335300 479466  2.60%  1.128%
21 21.809 3146 3152 3157 rBV 344699 590048 3.20%  1.388%

22 25.182 3718 3726 3738 rVB3 210119 643542 3.49% 1.514%

Sum of corrected areas: 42504967
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54962.D

Acq On : 15 Sep 2022 18:58
Operator : CG/JU

Sample : Nd644-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054962.D\data.ms
7000000
6000000
5000000
4000000
3000000
2000000

1000000 5.669 7.285
8.125 9.306 10.951

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\F‘\T\\‘\FT\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054962.D\data.ms

19.312
7000000

6000000
5000000 18.161
4000000 19.453

3000000

2000000

20.123

13.390

1000000
14.765 16.257 17,514

O e aamma T SR M e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG054962.D\data.ms

7000000
6000000
5000000
4000000
3000000
2000000

1000000
25.182

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG091522\
Data File : BG@54962.D

Acq On : 15 Sep 2022 18:58
Operator : CG/JU

Sample : Nd644-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.161 254.12 ng 7348010  Phenanthrene-d10 17.514
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 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 2531 (18.161 min): BG054962.D\data.ms (-2523) (- | m/z 74.10 100.00%
74.1
5000
43.1
143.1 227.2 L — L —
H | 185.2 270.3 18.00 18.50
o‘_u‘_H‘_ﬂumMNLmu_u‘_H‘_A‘JHJ_H‘_HJpH‘_HW m/z 87.10 77.38%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —— ——
43.0 18.00 18.50
143.0 m/z 43.10 30.59%
0 ‘u \“ H I \\\115 O\ 17\1 0\199022\70 2790
\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— e —
18.00 18.50
5000/ 43.0 m/z 55.05  29.29%
0 ‘ h H 4 3110 14?0 1850 227.0 2700
“H‘W‘H‘_"_‘H‘H‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester —pf— —
74.0 18.00 18.50
m/z 41.05 22.54%
5000 43.0
143.0
bl AL Ml iitsg, T D00 280 SV | —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54962.D

Acq On : 15 Sep 2022 18:58
Operator : CG/JU

Sample : Nd644-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.312 638.27 ng 18456400  Phenanthrene-d10 17.514
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 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 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
Abundance Scan 2727 (19.312 min): BG054962.D\data.ms (-2716) (- | m/z 67.10 100.00%
67.1
5000
09.2
— Pl
263.3 19.00 19.50
‘ 2203 294.:
oL 3‘7“# }LM‘MH‘ H H‘NL ‘\\Hh‘ Hh H\ ‘]187 2 : H — m/z 81.15 94.13%
miz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
5000 — A
19.00 19.50
09.0 m/z 95.15  70.22%
294.C
ol L ‘ h ‘\h‘m‘ m H\‘l‘87‘02200 26‘3‘0‘ L
miz--> 50 150 200 250
Abundance #191920: 9,12- Octadecadienoic acid (z,2)-, methyl ester
67.0
— P
19.00 19.50
5000 m/z 55.10 64.68%
09.0
‘ 2630294.
0 . Il H‘ | h‘u hu”‘\\ ‘HH\ \‘\HH‘ ‘lh ‘\‘w]"ql O 2299 — “ — “\‘
m/z--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester — B
67.0 19.00 19.50
m/z 41.10 52.99%
5000
29.0 09.0
294.C
ol L ‘\\\“ A uh i Huh‘ ‘;‘ L. 2230 263077 . A
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54962.D

Acq On : 15 Sep 2022 18:58

Operator : CG/JU

Sample : Nd644-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P
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Peak Number 3 9,12,15-Octadecatrienoic ac... Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
19.412 6.72 ng 194356  Phenanthrene-di10 17.514
Hit# of 5 Tentative ID MW MolForm CAS# Qual

,12,15-0Octadecatrienoic acid,
,10,13-Hexadecatrienoic acid,

. 292 C19H3202
. 264 C17H2802

,12,15-Octadecatrien-1-01, (Z,Z... 264 C18H320

19

27 .

3 9,12,15-0Octadecatrienoic acid, (... 278 C18H3002
4 9

5M

ethyl 8,11,14-heptadecatrienocate 278 C18H3002

000301-00-8 95
056554-30-4 93
000463-40-1 90
000506-44-5 89
1000336-35-1 81

5000

O+
m/z-->

Abundance Scan 2744 (19.412 min): BG054962.D\data.ms (-2741) (-

79.1

41.1

20 40 60 80 100120140160180200220240260280

08.1

9.1
L 1s01 23620651

Abundance

5000

m/z-->

O,
20 40 60 80 100120140160180200220240260280

41.0

#189452: 9,12,15-Octadecatrienoic acid, methyl ester, (Z
0

79.

08.0

49.0

191.0 236.0 292.(

Abundance

5000

(o}
m/z-->

79
41.0

#153372: 7,
.0

20 40 60 80 100120140160180200220240260280

10,13-Hexadecatrienoic acid, methyl ester

08.0 264.0

\‘\ ! 1630 2080
u Ll Ml bl

Abundance

5000

01

m/z-->

#171210:

: 9,12,15-Octadecatrienoic acid, (Z,Z,2)-
79.

43.0

20 40 60 80 100120140160180200220240260280

0

08.0

L8010 20 ama0

m/z

79.10 100.00%

19.50

m/z

55.10  64.32%

19.50

m/z

67.10  56.45%

19.50

m/z

93.10  53.50%

;%

19.50

m/z

95.10  47.54%

—

19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54962.D

Acq On : 15 Sep 2022 18:58
Operator : CG/JU

Sample : Nd644-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.453 159.28 ng 4605610  Phenanthrene-di10 17.514
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 2751 (19.453 min): BG054962.D\data.ms (-2746) (- | m/z 74.10 100.00%
74.1
5000
43.1
143.1 T T
255.2 ‘
199.2 - .
\‘ vt ‘ o | 298 o= g
ob— “‘w bbbt m/z 87.10 78.52%
miz-> 100 150 200 250 300
Abundance #197273: Methyl stearate
74.0
5000 43.0 T T T
19.50
143.0 m/z 43.10 31.72%
199.0 255.0 208.C /
L b j11.0 | -
O\ \‘\ ‘\“‘\ H‘ \‘\ ‘\ T “\ \‘\‘\ “ \‘\ T \“‘\h\ T T “ T
miz--> 100 150 200 250 300
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
=
19.50
5000 m/z 55.10 28.56%
28.0
143.0 255.0 298.0
199.0 ‘
oL— “ ‘M\]Tllo “\‘\‘ : ‘\“‘ N~ ‘w“\‘u‘ . ‘\‘ .
m/z--> 100 150 200 250 300
Abundance #197350.Hemadeoandoacm,154nemyh,meﬁwleﬁer Py
74.0 19.50
m/z 75.10 21.54%
5000 298.C
43.0
143.0
‘ ‘ F‘llo ‘ 199.0 255.0
OHHH“‘ “ \H\ \‘\u\‘u\‘\“”‘\““ ‘\H\‘\‘L‘\\H““ P
m/z--> 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54962.D

Acq On : 15 Sep 2022 18:58
Operator : CG/JU

Sample : Nd644-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 cis-13-Eicosenoic acid, met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.429  20.23 ng 596857  Chrysene-d12 21.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 99
2 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 99
3 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 99
4 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 91
5 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 89

Abundance Scan 2917 (20.429 min): BG054962.D\data.ms (-2908) (- | m/z 55.10 100.00%

55.1
5000

70 216.1 292.3 on'en
. 180,2 ‘ \H\ Ll ‘25\\?"2
pbplerp

“‘,‘3‘27‘"1 m/z 69.10 63.74%

0,

miz--> 50 150 200 250 300
Abundance #229559: cis-13-Eicosenoic acid, methyl ester
55.0
97.0
5000 R
292.0 20.50
m/z 83.10 52.99%
38.0 208.0 250.0
]'5 u\‘h ?]NWSMOW‘H \L )l \\‘\ L I |
O ’ T T ‘ L ‘ T T T ’ L
50 100

97.1
3
100

m/z--> 150 200 250 300
Abundance #229538: Methyl 9-eicosenoate

55.0
—r
20.50
5000 m/z 74.05 49.97%
97.0 292.0
m | 1380 208.0 250.0
L O T [N ‘ L
—_ At e b b L
50

miz--> 100 150 200 250 300

Abundance #229555: 11-Eicosenoic acid, methyl ester =
55.0 20.50

m/z 97.10  48.81%

o

5000

T
m/z--> 50 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54962.D

Acq On : 15 Sep 2022 18:58
Operator : CG/JU

Sample : Nd644-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 6 Eicosanoic acid, methyl ester  Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.534 14.69 ng 433473  Chrysene-d12 21.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 96
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan 2935 (20.534 min): BG054962.D\data.ms (-2931) (- | m/z 74.10 100.00%
74.1
5000 JK\A
143.1 1 1
283.3
L ‘ 199.2 2412 326.3 20.50
ob— ‘ ‘ b e S m/z 87.10 79.73%
miz--> 100 150 200 250 300
Abundance #232222: Eicosanoic acid, methyl ester
74.0
5000 s +
20.50
143.0 m/z 43.10 34.90%
326.0
29 |1 | 50 ames0 ™
O\\\\“\ H“\M\\\‘\\\\“\\‘\\‘\\\‘\“\\‘\\‘
miz—> 100 150 200 250 300
Abundance #179165.Hexadecanmcacm,154nemyh,meﬂwleﬁer
74.0
T \
20.50
5000 m/z 55.10 28.17%
143.0 284.0
2l e 2|
0””_“ W TENVRAUR PR i SV N S
miz-> 100 150 200 250 300
Abundance #179145: Heptadecanoic acid, methyl ester —— ‘
74.0 20.50
m/z 75.10 22.31%
5000
143.0
L M e a0 2o
oww_‘Mmm_mm_m‘,m”_‘” AL /
m/z--> 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54962.D

Acq On : 15 Sep 2022 18:58

Operator : CG/JU

Sample : Nd644-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

¢ Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown20.587 Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
20.587 6.84 ng 201850  Chrysene-d12 21.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual

ethyl-cis-3a,4,7,7a-tetrahydr... 136 C10OH16 1000144-04-4 46
hyl 9,10-octadecadienoate 294 C19H3402 1010336-45-7 42
-4,16-0Octadecadien-1-0l acetate 308 C20H3602 1000130-95-7 42
,3,4,4a,5,6,8a-0ctahydro-naph... 136 C10H16 031244-58-3 35

ec-10-ynoic acid, tridec-2-yn... 360 C24H4002 1000406-96-9 30

3

n

uh wNER

CPRPNZ=XW
-

Q NNAAX

Abundance Scan 2944 (20.587 min): BG054962.D\data.ms (-2939) (- | m/z 55.10 100.00%
55.1
T T
2791 3162 20.50
0’ m/z 81.10 87.44%
miz--> 50 100 150 200 250 300
Abundance #18142: 3-Methyl-cis-3a,4,7,7a-tetrahydroindan
67.0 121.0
5000 — :
20.50
b9, m/z 68.10 80.02%
O' T h\ ‘ T T T T ‘ L T T ‘ T L T ‘ T L T
m/z--> 50 100 150 200 250 300
Abundance #191865: Methyl 9,10-octadecadienoate
67.0
e
20.50
5000 m/Z 67.10 75.13%
09.0 178.0 263.0
o R a0 w0 280
miz--> 5 100 150 200 250 300
Abundance #209658: Z,Z-4,16-Octadecadien-1-ol acetate —— ‘
55.0 20.50
m/z 79.10 65.97%
5000 95.0 ﬂJ“WfU\VJV\MRfV%ﬂ%
135.0
o 120 1702100290 s0go -
m/z--> 50 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54962.D

Acq On : 15 Sep 2022 18:58
Operator : CG/JU

Sample : Nd644-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 4-[(E)-5-Hydroxy-3-methylpe... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.192 8.39 ng 247408  Chrysene-d12 21.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-[(E)-5-Hydroxy-3-methylpent-3-... 236 C15H2402 1083195-46-3 55
2 Phenol, 2,6-dimethyl-4-nitroso- 151 C8H9NO2 013331-93-6 35
3 Dicyclopentadiene diepoxide 164 C10H1202 000081-21-0 30
4 Avocadynofuran 246 C17H260 024708-33-6 25
5 3,7,11,Trimethyl-8,10- dodecedie... 266 C17H3002 1000374-10-3 20

Abundance Scan 3047 (21.192 min): BG054962.D\data.ms (-3041) (- m/z 151.05 100.00%

81.1 150.1
5000 .

T —
21.00 21.50

0’ m/z 81.10 85.69%

m/z--> 50 100 150 200 250 300 350
Abundance #118701: 4-[(E)-5-Hydroxy-3-methylpent-3-enyl]-3,5,5-trir
151.0

95.0

5000

—— ——
41.0 21.00 21.50

m/z 95.10  69.10%
\

Lidy,  2om0
- ‘H ‘\‘H‘\”‘\ ! o "\ L I B
m/z--> 50 100 150 200 250 300 350
Abundance #28852: Phenol, 2,6-dimethyl-4-nitroso-

151.0

T —
21.00 21.50

o

5000 m/z 230.05 63.40%
39.0
77.0
ol “M “\‘\‘ M\ “\\“\\“‘\1\‘\“\\“ N —
m/z--> 50 100 150 200 250 300 350
Abundance #39261: Dicyclopentadiene diepoxide T —
81.0 21.00 21.50

m/z 55.10 50.57%

- T N/kﬂku/fv\]\AJAJ\wwj{ww
33.0

0! S —r —r
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54962.D

Acq On : 15 Sep 2022 18:58
Operator : CG/JU

Sample : Nd644-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Docosanoic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.568 16.25 ng 479466  Chrysene-d12 21.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 97
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 87
4 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86

Abundance Scan 3111 (21.568 min): BG054962.D\data.ms (-3106) (- | m/z 74.10 100.00%
74.1
5000
143.1 3113 ) ‘
‘ ‘ 1992 255.2 ~ 354.c 21.50
0 | “‘ ot b L m/z 87.10 82.82%
m/z--> 50 100 150 200 250 300 350
Abundance #197271: Methyl stearate
74.0
5000 — :
21.50
143.0 m/z 43.10  36.51%
(“ ‘ 199.0 255.0 298.0
O\\\‘\“‘\“ ‘“‘M\“\‘\\‘ ‘\\\‘\‘\‘\\\ ‘\“\\\L‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #264184: Docosanoic acid, methyl ester
74.0
21.50
5000 m/z 55.10 28.44%
143.0 354.(
i 1990 a0 a0
om\ L Y i v S §
m/z--> 100 150 200 250 300 350
Abundance #197349.Hemadeoandoacm,164nemyh,meﬁwleﬁer ——
74.0 21.50
m/z 75.05 25.57%
5000
143.0 298.0
0 |y, | 1090 20
oLt bl g L 290 L L —
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BGO54962.D

Acqg On : 15 Sep 2022 18:58
Operator : CG/JU

Sample : N4d644-01

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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... 18.161 254.1 ng 7348010 4 17.514 578320 20.0
9,15-Octadecadi... 19.312 638.3 ng 18456400 4 17.514 578320 20.0
9,12,15-Octadec... 19.412 6.7 ng 194356 4 17.514 578320 20.0
Methyl stearate 19.453 159.3 ng 4605610 4 17.514 578320 20.0
cis-13-Eicoseno... 20.429 20.2 ng 596857 5 21.809 590048 20.0
Eicosanoic acid... 20.534 14.7 ng 433473 5 21.809 590048 20.0
unknown20.587 20.587 6.8 ng 201850 5 21.809 590048 20.0
4-[(E)-5-Hydrox... 21.192 8.4 ng 247408 5 21.809 590048 20.0
Docosanoic acid... 21.568 16.3 ng 479466 5 21.809 590048 20.0
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