LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\

Data File : BG@56981.D

Acqg On : 5 Apr 2023
Operator : CG/JU
Sample : 02166-05 2X
Misc

1:50

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p

Integrator: RTE
Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : @

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100
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-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56981.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

1 13.654 1716 1722 1732 rVB 238207 374307 1.05% ©.597%
2 18.394 2522 2529 2534 rVB 3483828 4165624 11.68% 6.639%
3 18.629 2562 2569 2576 rBV 385480 626766 1.76% ©.999%
4 19.546 2713 2725 2727 rBV 18619127 35672315 100.00% 56.849%
5 19.575 2727 2730 2736 rVB2 14619054 17123164 48.00% 27.288%

19.675 2742 2747 2751 rVB 1731459 2109634 5.91% 3.362%
19.746 2752 2759 2761 rBV 1132444 1860996 5.22% 2.966%
20.345 2856 2861 2865 rVB 316964 423422 1.19% 0.675%
22.089 3151 3158 3163 rBV3 175745 392751 1.10% 0.626%

Sum of corrected areas: 62748979
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56981.D

Acq On : 5 Apr 2023 1:50
Operator : CG/JU

Sample : 02166-05 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG056981.D\data.ms
1.5e+07
1le+07
5000000
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 400 450 5.00 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG056981.D\data.ms
19.546
1.5e+07 19§575
1le+07
5000000
18.394
g
$136
o 13.654 8.629 20.345 22.089
I o e L LN B e BB B o e s e s
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: BG056981.D\data.ms
1.5e+07
1le+07
5000000
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56981.D

Acq On : 5 Apr 2023 1:50
Operator : CG/JU

Sample : 02166-05 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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.
18.394 20.00 ng 4165620  Phenanthrene-di10 17.772
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 2529 (18.394 min): BG056981.D\data.ms (-2522) (- | m/z 74.15 100.00%
74.2
5000 w
143.3 227.3 18‘0(; ‘18\50‘
392 185.2 270.4 : :
0 AL ] ““ b S 809 m/z 87.15 78.01%
miz--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
18.00 18.50
143.0 m/z 43.25 38.61%
‘ || 185.0 227.0 270.0
04— \H“\‘{“\“M\h“ T ‘\ T “\ =L " T \‘\ ‘\ T T T T
miz—-> 50 100 150 200 250 300
Abundance #109337: Tridecanoic acid, methyl ester
74.0
— ——
18.00 18.50
5000 m/z 55.20 34.21%
390 143.0 1850 ,0g 0
0 S 1 VR W i
miz--> 50 100 150 200 250 300
Abundance #126208: Methyl tetradecanoate — T
74.0 18.00 18.50
m/z 41.20  33.29%
5000
29.
‘ h 143.0 1990 2420
ol bl L SN | -
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\BG040423\
Data File : BG@56981.D

Acq On : 5 Apr 2023 1:50
Operator : CG/JU

Sample : 02166-05 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.629 3.01 ng 626766  Phenanthrene-di0 17.772
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 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 53
5 Octadecanoic acid 284 C18H3602 000057-11-4 49

Abundance Scan 2569 (18.629 min): BG056981.D\data.ms (-2562) (- | m/z 73.15 100.00%
3.2

5000

129.2 213.3

Py —

‘ 17‘1 2‘ 25‘5-4 18.50 19.00
- bl LM L L8278 s 6615 84.14%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid

M‘Am |

5000 129.0 L T
18.50 19.00

m/z 43.25 82.80%

1710 213.0 256.0
oL— i“‘ m\h”w ‘H‘\ ik \ “ | “‘ \‘ ““\‘ . “\‘ T
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0

1850 19.00

5000 129.0 m/z 41.20 73.92%
29.
199.0 2420
m/z--> 50 100 150 200 250 300
Abundance #92070: Tridecanoic acid ; :
73.0 1850 19.00

m/z 55.20 67.29%

5000
129.0
29. 171.0 214.0
oL~ “ L u‘ ‘uhh HM T DT ‘ \ ‘\

m/z--> 50 100 150 200 250 300 1850 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56981.D

Acq On : 5 Apr 2023 1:50
Operator : CG/JU

Sample : 02166-05 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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.
19.546 171.27 ng 35672300  Phenanthrene-d10 17.772
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 98
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 97
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 97
Abundance Scan 2725 (19.546 min): BG056981.D\data.ms (-2713) (- | m/z 67.25 100.00%
67.
T T
263.3 19.50
ol 15.4366.1 436.6489. m/z 81.25 93.41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 — :
19.50
w 30 204.0 m/z 95.25 68.96%
O' \‘Ih‘u‘!f\lh‘\‘“‘\ "h]\.“zf.\? \2}3\4\..‘()\1\ T \“ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
T T
19.50
5000 m/z 55.20 64.20%
‘ ‘ 1p3.0 178.0 294.0
oL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #191907: 11,14-Octadecadienoic acid, methyl ester — ‘
67.0 19.50
m/z 82.20 52.43%
5000
294.0
1‘F3.0
ol bbb (780200 | A
m/z--> 50 100 150 200 250 300 350 400 450 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56981.D

Acq On : 5 Apr 2023 1:50
Operator : CG/JU

Sample : 02166-05 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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.
19.575 82.21 ng 17123200  Phenanthrene-d10 17.772
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 9-Octadecenoic acid, methyl este. 296 C19H3602 001937-62-8 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
Abundance Scan 2730 (19.575 min): BG056981.D\data.ms (-2727) (-~ | m/z 55.25 100.00%
5!:
5000
264.4
T \
1803 ‘ 19.50
ol k. w bk b (82343721 422. /7 69,25 83.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 0 — :
' 19.50
m/z 74.20 73.52%
“ |, 1800 2640
0 “\‘ ‘\‘ \ ﬂ‘\u\\‘\“‘d\.\“\‘h\‘\h‘\‘ 1 - L ‘ ‘“‘ S
m/z--> 50 100 150 200 250 300 350 400
Abundance #194449: 9-Octadecenoic acid, methyl ester, (E)-
55.0
—— ‘
19.50
5000 m/z 83.25 70.63%
264.0
“ H 180.0
oLk q HH‘M\mm“\‘h‘\h‘u‘1 “}H‘.‘““‘H\‘HH‘HH“H
m/z--> 50 100 150 200 250 300 350 400
Abundance #194417: 15-Octadecenoic acid, methyl ester — ‘
55.0 19.50
m/z 97.25 64.08%
oL ] —
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56981.D

Acq On : 5 Apr 2023 1:50
Operator : CG/JU

Sample : 02166-05 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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.
19.675 10.13 ng 2109630  Phenanthrene-d10 17.772
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 96
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 81
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 81
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 81
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 81
Abundance Scan 2747 (19.675 min): BG056981.D\data.ms (-2742) (- | m/z 74.15 100.00%
74.2
5000 /U
143.2 255.3 —f— ——
199.3 19.50 20.00
| ‘ 298.4
0 A p b b L TTT8408 407y 87 00 77.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197275: Methyl stearate
74.0
5000 — —
19.50 20.00
143.0 m/z 43.25 41.70%
‘ h | ‘ 100.0 255.0298.0
O\\““L‘}‘\““‘\““‘\“\‘\ \“‘\\\‘\“\\\\“\‘\\\“\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126211: Methyl tetradecanoate
74.0
— —
19.50 20.00
5000 m/z 55.20 34.61%
1430 196.0,,,
O‘JwM$ﬂWN“\“M“M\Ju‘J““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #161212: Hexadecanoic acid, methyl ester —— —
74.0 19.50 20.00
m/z 41.25 31.72%
5000
143.0
‘ “ | | 185.0227.02700
ol —— ——
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56981.D

Acq On 5 Apr 2023 1:50

Operator : CG/JU

Sample : 02166-05 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 9,12-Octadecadienoic acid (... Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
19.746  8.94ng 1861000 Phenanthrene-dle 17.772
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,2)- 280 C18H3202 000060-33-3 99

2 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 99
3 Linoelaidic acid 280 C18H3202 000506-21-8 98
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 95
5 3,4-Octadiene, 7-methyl- 124 C9H1e6 037050-05-8 87

Abundance Scan 2759 (19.746 min): BG056981.D\data.ms (-2752) (- | m/z 67.15 100.00%
67.2

o

5000
: —
‘ H 280 3 19.50 20.00
oLk U‘ £ 4737 22233 "I 35514114 473. ./, 81.25  75.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — —
19.50 20.00
| m/z 55.25 60.52%
280.0
Olsq)“h “H HH H |h [, Jh : ‘
\\\\‘\ ‘\\\\\\\\‘\\\\[\\T\’\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0
—
19.50 20.00
5000 ITI/Z 41.25 59.14%
‘ ‘ 4F 280.0
NIRRT O A E—
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173566: Linoelaidic acid —— ——
67.0 19.50 20.00
m/z 95.20 50.36%
280.0
) Hﬁmﬂ%, I
m/z--> 0 50 100 150 200 250 300 350 400 450 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56981.D

Acqg On : 5 Apr 2023 1:50
Operator : CG/JU

Sample : 02166-05 2X

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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... 18.394 20.0 ng 4165620 4 17.772 4165620 20.0
n-Hexadecanoic ... 18.629 3.0 ng 626766 4 17.772 4165620 20.0
9,12-Octadecadi... 19.546 171.3 ng 35672300 4 17.772 4165620 20.0
9-Octadecenoic ... 19.575 82.2 ng 17123200 4 17.772 4165620 20.0
Methyl stearate 19.675 10.1 ng 2109630 4 17.772 4165620 20.0
9,12-Octadecadi... 19.746 8.9 ng 1861000 4 17.772 4165620 20.0
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