LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP0@7316.D

Acqg On : 04 Oct 2021 21:28
Operator : CG/JU

Sample : M4042-05 5X

Misc :

ALS Vvial : 18 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_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7316.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.446 395 401 416 rBV 552959 830406 17.53% 2.711%
2 7.046 667 673 689 rBv 421921 751239 15.86% 2.452%
3 7.863 804 812 825 rBV 942415 1490010 31.45% 4.864%
4 9.028 1003 1010 1019 rBV 253601 474587 10.02%  1.549%
5 10.463 1248 1254 1266 rBV2 41041 118988 2.51% ©0.388%

6 10.663 1278 1288 1305 rBV 1040235 1873301 39.55%
7 13.122 1700 1706 1717 rBV 655354 1077062 22.74%
8 14.398 1919 1923 1931 rVB 66401 95391 2.01%
9 14.504 1932 1941 1954 rBV 1394908 2230862 47.09%
10 15.351 2080 2085 2089 rBV 83157 106795 2.25%
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11 15.998 2189 2195 2202 rBV 429256 666382 14.07%
12 16.210 2227 2231 2240 rBV 104007 194706 4.11%
13 17.010 2363 2367 2371 rBV 93006 118375 2.50%
14 17.063 2373 2376 2385 rVB3 45989 84522 1.78%
15 17.257 2403 2409 2414 rBV 1682494 2494337 52.66%
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16 17.751 2489 2493 2498 rBV 97979 132635 2.80%
17 17.922 2517 2522 2527 rBV 1336796 1537464 32.46%
18 18.422 2604 2607 2611 rBV 90870 97308 2.05%
19 19.022 2704 2709 2712 rBV 3701723 4737064 100.00% 15.
20 19.057 2712 2715 2719 rVB2 2912800 3329338 70.28% 10.868%
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21 19.180 2733 2736 2743 rVB 603294 697213 14.72%
22 19.263 2747 2750 2755 rVV 217234 311237 6.57%
23 19.616 2808 2810 2817 rVB 249578 343126  7.24%
24 19.810 2839 2843 2847 rBV 1177317 1466881 30.97%
25 21.345 3100 3104 3108 rVB 2125000 2674166 56.45%
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26 23.757 3510 3514 3521 rVB2 1474574 2700780 57.01%
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Sum of corrected areas: 30634175
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Oct 2021 21:28
: CG/JU
: M4042-05 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
BP007316.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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3500000

3000000

2500000

2000000
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TIC: BP007316.D\data.ms

10.663

7.863

5446 7.046

9.028
10.46

0
Time-->
Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000
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TIC: BP0O07316.D\data.ms
19.p22

19/057

17.257 19.810

0
Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000

0

12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BPOO7316.D\data.ms
21.B45 23.757

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7316.D

Acqg On : 04 Oct 2021 21:28
Operator : CG/JU

Sample : M4e42-05 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.922 12.33 ng 1537460  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# 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 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 83
Abundance Scan 2522 (17.922 min): BPO07316.D\data.ms (-2517) (- m/z 74.00 100.00%
74.0
5000
J ‘ 1430 2272 18.00
owuu “4 At “ ek 3LLLST3L 47615337 . g7 60  73.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
18.00
143.0 m/z 43.10  30.43%
‘ ‘ ‘ 227.0
O\\\\l‘J\J\‘\li‘\i“\”\‘\\“\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—
18.00
5000 m/z 55.05 26.05%
L, 280 o
ok L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester ——
74.0 18.00
m/z 41.05 22.60%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7316.D

Acqg On : 04 Oct 2021 21:28
Operator : CG/JU

Sample : M4e42-05 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.022 37.98 ng 4737060  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

Abundance Scan 2709 (19.022 min): BP007316.D\data.ms (-2704) (- m/z 67.05 100.00%
67.0

5000

-

J kfhl 20512631 353.9 426.2 497.4 19.00
o | ww‘\ph“‘u“ o039 4202 4974 ;m/z 81.18  89.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 — :
19.00
J m/z 55.10  62.45%
0 \J\nm\?m ., 2620

[T \!‘H\\‘H\\‘HH‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-

=

67.0
\ \
19.00
5000 m/z 95.05 61.92%
294.0
ob BP0 2200 07
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester = ‘
67.0 19.00
m/z 41.10 44 .97%
5000
‘ “ 294.0
b M 200 (1 )\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7316.D

Acqg On : 04 Oct 2021 21:28
Operator : CG/JU

Sample : M4e42-05 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 3 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.057 26.70 ng 3329340  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
Abundance Scan 2715 (19.057 min): BP007316.D\data.ms (-2712) (-  m/z 55.10 100.00%
55.1
5000 J}\J\ﬁ
264.3 —— ‘
‘ “ 311802 ' 19.00
0brd J bt L ‘ bk 359:1414.9476.45354 /7 69.10  66.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 ——
19.00
3.0 m/z 74.00 65.50%
’ ’ﬁ 7180.0 264.0
O\\‘\“ ‘\H\‘\‘H“l\ﬂl\l‘l\‘JI\J“‘A\‘L\J\\‘\\‘l\\‘\“\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
7 T
19.00
5000 m/z 83.10 57.24%
‘ 264.0
ouw w!‘“‘M'MJ"J'J'«M‘_Juﬂm‘mWHWHHWH,HH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194418: 12-Octadecenoic acid, methyl ester = ‘
55.0 19.00
m/z 41.10 55.66%
5000
264.0
‘ ‘ 3.0180.0 \
o‘“M‘M‘u*ﬂwh“ﬂ'#MM‘Juww“mWWWWWW —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7316.D

Acqg On : 04 Oct 2021 21:28
Operator : CG/JU

Sample : M4e42-05 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 4 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.180 5.59 ng 697213  Phenanthrene-die 17.257
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 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 87

Abundance Scan 2736 (19.180 min): BP007316.D\data.ms (-2733) (- m/z 74.00 100.00%

74.0
5000
143.0 1 17
‘ 255.2 19.00 19.50
oH"_JMMW"‘gu‘u‘\"‘“372‘?3}‘““4‘3?“3“”??‘4“‘“ m/z 87.00 76.79%
mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #197275: Methyl stearate
74.0
5000 — —
19.00 19.50
143.0 m/z 43.10 35.72%
‘ 255.0
O\\\\‘\\I\L\\‘\\l\‘\\‘\\\\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
— —
19.00 19.50
5000 m/z 55.10  29.21%
143.0 298.0
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #161236:Pemadecanmcacm,144nemyh,meﬂwleﬁer o —
74.0 19.00 19.50
m/z 41.10 22.57%
5000
L, 50 2o
Ok e e e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP0@7316.D

Acqg On : 04 Oct 2021 21:28
Operator : CG/JU

Sample : M4042-05 5X

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.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... 17.922 12.3 ng 1537460 4 17.257 2494340 20.0
9,12-Octadecadi... 19.022 38.0 ng 4737060 4 17.257 2494340 20.0
9-Octadecenoic ... 19.057 26.7 ng 3329340 4 17.257 2494340 20.0
Methyl stearate 19.180 5.6 ng 697213 4 17.257 2494340 20.0
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