LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55971.D

Acqg On : 14 Dec 2022 22:52
Operator : CG/JU

Sample : N6025-01

Misc :

ALS Vvial : 16 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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55971.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.891 436 443 450 rBB 125209 201766 5.69%  2.258%
2 7.501 716 717 724 rBB 133395 227871 6.42% 2.550%
3 8.371 860 865 871 rBB 24998 41334 1.16% ©.463%
4 9.546 1058 1065 1072 rBB 82237 141433  3.99% 1.583%
5 11.208 1341 1348 1354 rBB 34469 57946 1.63% 0.648%

6 13.612 1750 1757 1763 rBB 278485 420887 11.86% 4
7 14.981 1984 1990 1996 rBB 57864 88098 2.48% ©
8 16.455 2235 2241 2251 rVB 306375 452612 12.76%  5.065%
9 17.713 2450 2455 2460 rBV 75616 113227 3.19% 1
10 18.353 2558 2564 2569 rBV 515007 645851 18.20% 7

11 18.570 2594 2601 2609 rBV3 33466 54313 1.53% 0.608%
12 19.487 2750 2757 2760 rBV 2512367 3548160 100.00% 39.709%
13 19.516 2760 2762 2771 rVB2 1347278 1672476 47.14% 18.717%
14 19.634 2777 2782 2787 rBV 232438 278062  7.84% 3.112%
15 19.746 2797 2801 2806 rVB 46156 65748 1.85% ©.736%

16 20.110 2859 2863 2868 rVB 39409 59840 1.69% ©0.670%
17 20.298 2888 2895 2899 rBV 507727 675585 19.04% 7.561%
18 22.025 3181 3189 3195 rBV2 84129 190285 5.36% 2.130%

Sum of corrected areas: 8935494
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55971.D

Acq On : 14 Dec 2022 22:52
Operator : CG/JU

Sample : N6025-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : . .
2500000 TIC: BG055971.D\data.ms

2000000
1500000
1000000

500000

5.891 7.501
8.371 9.546 11.208

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\/\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG055971.D\data.
2500000 \data.ms 19.487

2000000

1500000 19516

1000000

. 20.298
500000 18.353

13.612 16.455 19.634
14.981 17.713 8.570 kmzo.n

O B 4 A e e e L e A L o B A e e R

Time--> 13.50 14.00 14.50 15.00 1550 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 : . .
2500000 TIC: BG055971.D\data.ms

22.025

2000000

1500000

1000000

500000

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\BG121422\
Data File : BG@55971.D

Acq On : 14 Dec 2022 22:52
Operator : CG/JU

Sample : N6025-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 1 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.353 114.08 ng 645851  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 86
2 Methyl 11-methyl-dodecanoate 228 (C14H2802 1000336-45-1 78
3 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 76
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 72
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 64

Abundance Scan 2564 (18.353 min): BG055971.D\data.ms (-2558) (- | m/z 74.00 100.00%
74.0
43.0
5000 227.2
143.1
P P
H ‘ || a0 18‘5-1 2701 18.00 18.50
Obrrprerelbo b bl 80 i bbbt kL myz 87.00 86.62%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000 43.0 o SR
18.00 18.50
m/z 43.05 58.66%
143.0
O\H‘HH‘H\\H‘H“\“\“}\‘\\“‘]\-\]-\\5‘9‘\\“\\\\‘\\\]-\‘85\?‘\\\\2‘2\§\(‘)HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109317: Methyl 11-methyl-dodecanoate
74.0
18. 00 18 50
5000 m/z 41.10 51.99%
1430 1850
P P O . A
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161190: Hexadecanoic acid, 2-methyl-
74.0 18. 00 18 50
m/z 54.95 50.88%
5000 270.C
43.0
143.0
102.0 213.0
o i b ATE, 2202010
m/z--> 20 40 60 80 100120140160180200220240260 18. 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55971.D

Acq On : 14 Dec 2022 22:52

Operator : CG/JU

Sample : N6025-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 5

R.T EstConc Area Relative to ISTD R.T.
18.570 9.59 ng 54313 Phenanthrene-d10 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 55
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 49
4 Undecanoic acid 186 C11H2202 000112-37-8 42
5 Dodecanoic acid 200 C12H2402 000143-07-7 38

Abundance Scan 2601 (18.570 min): BG055971.D\data.ms (-2594) (- | m/z 73.00 100.00%
41.0 730
129.1 213.2
5000
171.1 256.1 A
— ‘
| ‘M e =
oHWM “\““‘HH‘“HJ‘HHMH‘_‘m‘W‘_‘H‘W!Hwﬂ_ m/z 57.10 91.17%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 tT I
18.50
167.01g5 02130  256.0 m/z 60.00 91.08%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0 )\
I
e
43.0 18.50
5000 129.0 m/z 55.05 86.89%
171.0
‘ 214.0
AR IH S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid —
73.0 18.50
43.0 m/z 40.95 85.05%
5000 129.0
185.0
|
O%QRWAMNJWAWkﬁLWMLM‘HHMAW‘HWHH_!H_HW‘ —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55971.D

Acq On : 14 Dec 2022 22:52
Operator : CG/JU

Sample : N6025-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Methyl 9-cis,11-trans-octad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.487 626.73 ng 3548160  Phenanthrene-d10 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
2 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 97
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 96

Abundance Scan 2757 (19.487 min): BG055971.D\data.ms (-2750) (-~  m/z 67.00 100.00%
67.

—

5000
263.1 19.50
ol HML HHM Hh \\\ 187 1%20 2 : ‘H ‘ ‘29\6‘-]‘- . m/z 81.05 85.17%
miz--> 50 150 200 250 300
Abundance #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
5000 SR
19.50
09.0 294.0 m/z 55.05  74.22%
[ S “‘H‘ ‘ \ \Hh M\ " HH‘ Hh “\ ?7‘ (‘)2‘2‘0 ‘0‘ ‘ ‘H — ‘\‘ —
mlz--> 50 100 150 200 250 300

Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester

—

67.0
19.50
5000 m/z 41.05 62.41%
09.0
29.0 294.0
‘ 150.0
ol L \\Lhuﬂ i \}h 1187.02209 2590 |
miz--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) o
67.0 19.50
m/z 95.10 58.33%
5000
09.0
A T T -7 S L
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55971.D

Acq On : 14 Dec 2022 22:52

Operator : CG/JU

Sample : N6025-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 4 11-Octadecenoic acid, methy... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
19.516 295.42 ng 1672480  Phenanthrene-d10 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 98
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 98
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 98

4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602
5 7-Hexadecenoic acid, methyl este... 268 C17H3202

000112-62-9 98
056875-67-3 97

Abundance Scan 2762 (19.516 min): BG055971.D\data.ms (-2760) (- | m/z 55.00 100.00%
55.0
5000
97.1 264.1
222.2 A :
37.1 1801 ‘ ‘ 19.50
0! um M\\n’\ d@w“@““ ??Q( m/z 41.00 73.53%
miz--> 50 100 150 200 250 300
Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0
5000 97.0 T
19.50
m/z 69.10 56.47%
37.0 180.0 222.0 26‘40
OLS ”“H‘ it ‘!‘ T ”“ T \‘\ \2\98(\)\ T
miz--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
— T
19.50
5000 m/Z 43.10 53.30%
97.0
‘ “ | wsao 1800 222.0 264.
ol L] “\\m‘ i L ‘2‘9;,3.9‘ |
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester —= ‘
55.0 19.50
m/z 74.00 47.70%
5000
7.0
264.0
37.0 1800 222.0
0! H\H\\ ‘HM h \H\‘h ‘H\ b “ . , }‘L‘ — “‘ ‘2‘9§9‘ . e
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55971.D

Acq On : 14 Dec 2022 22:52
Operator : CG/JU

Sample : N6025-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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.
19.634 49.12 ng 278062  Phenanthrene-di0 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 95
2 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 92
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
4 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 78
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 64
Abundance Scan 2782 (19.634 min): BG055971.D\data.ms (-2777) ({ | m/z 74.00 100.00%
74.0
5000 255.2
143.1
199.1 A _—
3900 ‘ 29“3'3 19.50 20.00
0Lk, W?mw BV B Y et “““L‘e”‘_” m/z 87.00  79.50%
miz--> 50 100 150 200 250 300
Abundance #197277: Methyl stearate
74.0
5000 ]
143.0 255.0 298.0 1950 20.00
199.0 m/z 43.10 63.69%
029q “ ‘H‘lrpgw‘\\ \\‘\‘\‘f \‘\‘\ \“‘\“‘\\\‘[\\\
miz--> 50 100 150 200 250 300
Abundance  #126269: Tridecanoic acid, 12-methyl-, methyl ester
74.0
: : —
19.50 20.00
5000 199.0 m/z 55.00 56.56%
143.0 242.0
294 | i
oL JLU‘MHJ\\49%‘W L “M“w‘h“‘u N
m/z--> 50 100 150 200 250 300
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester —
74.0 1950 20.00
m/z 255.20  49.10%
5000
28.0
143.0 255.0 298.0
199.0 ‘
m/z--> 100 150 200 250 300 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55971.D

Acqg On : 14 Dec 2022 22:52
Operator : CG/JU

Sample : N6025-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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|
Tridecanoic aci... 18.353 114.1 ng 645851 4 17.713 113227 20.0
n-Hexadecanoic ... 18.570 9.6 ng 54313 4 17.713 113227 20.0
Methyl 9-cis,11... 19.487 626.7 ng 3548160 4 17.713 113227 20.0
11-Octadecenoic... 19.516 295.4 ng 1672480 4 17.713 113227 20.0
Methyl stearate 19.634 49.1 ng 278062 4 17.713 113227 20.0
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