LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062622\
Data File : BG@54085.D

Acqg On : 26 Jun 2022 23:08
Operator : CG/JU

Sample : N3477-01

Misc :

ALS Vvial : 15 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-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54085.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.638 376 383 397 rVB 253318 449478 20.41% 4.476%
2 7.230 646 654 664 rBvV 273357 500580 22.73% 4.984%
3 8.077 789 798 804 rBV 96334 176627 8.02%  1.759%
4 9.234 986 995 1004 rBV 170239 322767 14.66%  3.214%
5 10.879 1266 1275 1283 rVB 132814 260260 11.82%  2.591%
6 13.323 1681 1691 1699 rBV 523939 846091 38.42% 8.425%
7 14.698 1916 1925 1932 rVB 230893 385065 17.49%  3.834%
8 16.185 2171 2178 2186 rBV 349842 590925 26.83% 5.884%
9 16.396 2211 2214 2217 rBV3 15540 22898 1.04% 0.228%
10 17.189 2346 2349 2354 rBV2 20163 25896 1.18% 0.258%
11 17.442 2386 2392 2397 rBV 277507 433769 19.70%  4.319%
12 17.930 2473 2475 2479 rVB 24207 25134 1.14% 0.250%
13 18.100 2500 2504 2513 rVB 352209 466452 21.18% 4.645%
14 18.617 2590 2592 2597 rBV2 31251 44987 2.04% 0.448%
1

15 19.240 2693 2698 2701 rBV 1694667 2202113 100.00% 21.
16 19.269 2701 2703 2715 rVB3 878395 1198318 54.42% 11.932%
17 19.399 2722 2725 2730 rBV 162217 235458 10.69%  2.344%

18 20.051 2831 2836 2842 rBV 844134 1170516 53.15% 11.655%
19 21.713 3116 3119 3130 rVB2 335490 685691 31.14% 6.828%

Sum of corrected areas: 10043025
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Jun 2022 23:08
: CG/IU
: N3477-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062622\
BGO54085.D

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

0

TIC: BG054085.D\data.ms

5.638 7.230

L L L L L L L L L L L e L L L B LN Y A T

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

1500000

1000000

500000

TIC: BG054085.D\data.ms

19.240

20.051

19,269

21.713

3.323

14.698

0
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

1500000

1000000

500000

0

TIC: BG054085.D\data.ms

W\%\W

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\BG062622\
Data File : BG@54085.D

Acqg On : 26 Jun 2022 23:08
Operator : CG/JU

Sample : N3477-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 1 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.100  21.51 ng 466452  Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Methyl stearate 298 C19H3802 000112-61-8 83
Abundance Scan 2504 (18.100 min): BG054085.D\data.ms (-2500) (- | m/z 74.05 100.00%
74.0
50007 43.1
— —
1430 o, P 1800 1850
[l g | : 270.1303.1
ob—lplb gl bl =2y Ly by T O m/z 87.60  73.80%
m/z--> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
50001 43.0 T T ‘
18.00 18.50
m/z 43.10 42.75%
| L M | 111030 1850 2270 2700
O\‘\‘\“H\‘\“\‘”‘\“‘\\‘\\‘\\\‘\’\\‘\\‘\1\\‘\
miz-> 50 100 150 200 250 300
Abundance
74.0
—— —
18.00 18.50
5000 m/z 41.10 30.45%
43.0
143.0
o 111.0 185.0 227.0 2700
—— e
m/iz--> 50 100 150 200 250 300
Abundance #109337: Tridecanoic acid, methyl ester —— —
74.0 18.00 18.50
m/z 55.10 29.96%
5000{ 43.0
Y S S0 B TR O . — S
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062622\
Data File : BG@54085.D

Acqg On : 26 Jun 2022 23:08
Operator : CG/JU

Sample : N3477-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.617 2.07 ng 44987  Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Pentadecane 212 C15H32 000629-62-9 60
3 Heptadecane 240 C17H36 000629-78-7 53
4 Octadecane 254 C18H38 000593-45-3 53
5 Decane, 5-propyl- 184 C13H28 017312-62-8 53
Abundance Scan 2592 (18.617 min): BG054085.D\data.ms (-2590) (- | m/z 57.10 100.00%
57.1
5000
9.0 L — L —
‘ ‘ %41,0 190.0 939 ¢277-1 355, 18.50 19.00
ol ‘\”‘ : w ““u“”‘ Lwhw‘m‘\ ‘m‘\h‘mw m}m‘m‘u ‘m‘uw‘\ ol ‘1“‘\ u‘\ I \‘\" m/z 43.10 85.28%
miz--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0
5000 —r ——
18.50 19.00
m/z 71.10 61.71%
9.0
Ol\ \Q‘\ ‘\“ \“‘\‘“‘ \“\}\4\‘1.‘9\ T \1\9?\0\ L It
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
18.50 19.00
5000 m/z 85.10 41.69%
0180 90 1410 2120
e e T
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane T —
57.0 18.50 19.00
m/z 41.10 41.65%
5000
9.0
. i F | 14101830 2400
I I B e e I A —— —
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062622\
Data File : BG@54085.D

Acqg On : 26 Jun 2022 23:08
Operator : CG/JU

Sample : N3477-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.240 101.53 ng 2202110  Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 97
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 95

Abundance Scan 2698 (19.240 min): BG054085.D\data.ms (-2693) (- | m/z 67.10 100.00%
67.1

5000

——
1900 1950
%M1201%31 327.03711417.

- el 03711 4] m/z 81.10  79.81%

miz--> 50 100 150 200 250 300 350 400
Abundance #191900: 9,12-Octadecadienoic acid, methyl ester
67.0

o

5000 == —
19.00 19.50
100 m/z 55.10  70.14%
294.0
0 ‘\“““‘\ 3 ‘H‘H r]T \“\?\ ‘2\2\3\(\)‘ T \“ L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
67.0
[ . [
19.00 19.50
5000 m/z 41.10 60.72%

110.0 294.0
164.0 220.0
I
miz--> 50 100 150 200 250 300 350 400

Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) — —
67.0 19.00 19.50

m/z 95.10 51.69%

5000 \/J\LN
‘\ ‘u 1L H u\\ 1 ]WG 262.0

0Lt e e — —
miz--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062622\
Data File : BG@54085.D

Acqg On : 26 Jun 2022 23:08
Operator : CG/JU

Sample : N3477-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.269 55.25 ng 1198320  Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 98
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 95
3 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 94
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 94
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 94

Abundance Scan 2703 (19.269 min): BG054085.D\data.ms (-2701) (- | m/z 55.10 100.00%

55.1
5000

264.1 — —
0180. 12 ‘ H 19.00 19.50
T

ol 1 MWNMMW“ - ““““???ﬂ 2000 sz a1.10 70.17%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 T —
19.00 19.50
m/z 69.10 62.59%
H%M%Mﬂwmo
L ‘ uw \HM“H\ ol ‘ | “
0\\’ T \\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0

T
19.00 19.50

5000 ITI/Z 74.05 52.84%
97.0 264.0
138.0180.0222.0
ol Al g bl b
m/z--> 50 100 150 200 250 300 350 400
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester —— .
74.0 19.00 19.50
m/z 43.10 48.27%
5000
264.0
2220
m/z--> 5 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062622\
Data File : BG@54085.D

Acqg On : 26 Jun 2022 23:08

Operator : CG/JU

Sample : N3477-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Heptadecanoic acid, 16-meth... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.399 10.86 ng 235458  Phenanthrene-di10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
4 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 83
5 Methyl stearate 298 C19H3802 000112-61-8 81

Abundance Scan 2725 (19.399 min): BG054085.D\data.ms (-2722) (- | m/z 74.10 100.00%
74.1
5000 M
143.0 — LN
199.0 2551 19.00 19.50
L L1 sna
ol bl e b b SIS -  m/z 87.05 74.18%
miz--> 50 100 150 200 250 300 350 400
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
5000 1900 1950
143.0 255.0 ' : .
‘ 199.0 298.0 m/z 43.10 41.72%
O\\\\““\“\\““\“\“\\“‘\\‘\‘\“\‘\\\“‘\‘\\\“\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400
Abundance
74.0
P P
19.00 19.50
5000 m/z 55.10 32.39%
29.0 1430 199.0242.0
A MEMIVEE i R
m/z--> 50 100 150 200 250 300 350 400
Abundance #161203: Hexadecanoic acid, methyl ester — —
74.0 19.00 19.50
m/z 41.10 30.89%
5000
143.0
200 | ‘ 185.0227.0270.0
S8 P i N — e
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062622\
Data File : BG@54085.D

Acqg On : 26 Jun 2022 23:08
Operator : CG/JU

Sample : N3477-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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|
Pentadecanoic a... 18.100 21.5 ng 466452 4 17.442 433769 20.0
Tetradecane 18.617 2.1 ng 44987 4 17.442 433769 20.0
9,12-Octadecadi... 19.240 101.5 ng 2202110 4 17.442 433769 20.0
9-Octadecenoic ... 19.269 55.3 ng 1198320 4 17.442 433769 20.0
Heptadecanoic a... 19.399 10.9 ng 235458 4 17.442 433769 20.0
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