LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48436.D

Acqg On : 19 Mar 2021 23:08
Operator : CG/JU

Sample : M1723-01 2X

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-BG031821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48436.D\data.ms

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

1 7.247 659 665 674 rBV 369773 638407 1 0
2 13.370 1700 1707 1714 rVB 614874 930578 1 0
3 14.750 1933 1942 1949 rVB 478213 749008 1.29% ©.595%
4 16.231 2187 2194 2202 rBV 585478 916163 1.58% ©
5 17.500 2403 2410 2416 rBV 661648 977496 1.68% ©

6 18.170 2517 2524 2529 rBV 7968478 10351291 17.83%  8.216%
7 19.322 2710 2720 2722 rBV 35089230 58039209 100.00% 46.068%
8 19.357 2722 2726 2733 rVB2 32173084 43713577 75.32% 34.697%
9 19.463 2739 2744 2749 rVB 4135876 4646826 8.01% 3.688%
10 19.515 2749 2753 2755 rBV 683861 799487 1.38% ©.635%

11 19.539 2755 2757 2771 rVB3 316207 610847 1.05% ©.485%
12 20.109 2849 2854 2861 rVB 1223593 1607981 2.77% 1.276%
13 21.795 3135 3141 3147 rVB 597121 1022697 1.76% 0.812%
14 25.132 3700 3709 3719 rBV2 343548 981377 1.69% ©.779%

Sum of corrected areas: 125984944
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48436.D

Acqg On : 19 Mar 2021 23:08
Operator : CG/JU

Sample : M1723-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance .
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48436.D

Acqg On : 19 Mar 2021 23:08
Operator : CG/JU

Sample : M1723-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.176 211.79 ng 10351300 Phenanthrene-d10 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 81

Abundance Scan 2524 (18.170 min): BG048436.D\data.ms (-2517) (- m/z 74.10 100.00%

74.1
5000
1431 2272 e
\ ‘ 18.00 18.50
o) w. Lodldoply ly (3001 4203 8070 . g7.16  79.49%
miz--> 100 150 200 250 300 350 400 450 500
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — —
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143.0 m/z 43.10  39.47%
‘ ‘ 227.0
O\\\‘\L‘\Jl\i“\l\‘\\‘\\‘\‘\“\\l\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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Abundance #84485: Tridecanoic acid, methyl ester
74.0
—— —
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5000 m/z 55.180  36.70%
o
omewummh_mwH_m_m,‘m,‘m_‘
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #119423:Pemadecanmcacw,l44nemyh,meﬂwlemer — —
74.0 18.00 18.50
m/z 41.10 33.88%
5000
L0 o
O\MMWMMM\M‘H\w\HH‘H\W\H\M\H‘H\W\H\M\ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48436.D

Acqg On : 19 Mar 2021 23:08

Operator : CG/JU

Sample : M1723-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 9,12-Octadecadienoic acid (... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.322 1187.51 ng 58039200 Phenanthrene-di10 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 97
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 96
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 96
4 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 95
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 93

Abundance Scan 2720 (19.322 min): BG048436.D\data.ms (-2710) (- m/
67.0

67.05 100.00%

5000 09.2 /\(L/\
150.0
H H 220 2 263.3 19. 00 19. 50
0 ok b STPT | 3023 385 4, 116 95.87%
m/z--> 50 100 150 200 250 300 350
Abundance #139724: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
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09.0 1900 1950
150.0 204.0 m/z 55.10 82.07%
O T \“\ \“ H “h‘ ‘Hh\ “h “‘\ “\ T ‘2\200 ’ \“‘\ T \L‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
19. 00 19 50
5000 m/z 95.10 80.21%
09.0 294.0
A1 E Y v S
m/z--> 50 100 150 200 250 300 350
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
67.0 19. 00 19 50
m/z 41.10 69.36%
5000
09.0
29.
150.0 294.0
L, 200
ol m“ hhw\‘u”‘ ‘1”,“‘\”‘”” :
m/z--> 50 100 150 200 250 300 350 19. 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48436.D

Acqg On : 19 Mar 2021 23:08
Operator : CG/JU

Sample : M1723-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.357 894.40 ng 43713600 Phenanthrene-d10 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 2726 (19.357 min): BG048436.D\data.ms (-2722) (-  m/z 55.10 100.00%

5]:
5000 264.3
222.2
1802 — A
19.00 19.50
0 w‘w el Lot 3078 871 sz 74,10 92.50%
miz--> 50 150 200 250 300 350
Abundance #141283. 15-Octadecenoic acid, methyl ester
55.0
5000 — A
19.00 19.50
264.0 m/z 69.18  91.95%
‘ 8018002220 h
O\“!“‘ ’m\“\l‘\‘\1”\\‘\\\\‘\\\\‘\\\
miz--> 50 150 200 250 300 350
Abundance #141275. 9-Octadecenoic acid, methyl ester
55.0
— e
19.00 19.50
5000 m/z 83.10  83.80%
264.0
470 180 0 222 0 ‘
miz--> 50 150 200 250 300 350
Abundance #141286.lS%)madecenou:add,nuﬁhyleﬁer - e
55.0 19.00 19.50
m/z 41.10 80.82%
5000
264.0
LU \\ 198018002220 |
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48436.D

Acqg On : 19 Mar 2021 23:08
Operator : CG/JU

Sample : M1723-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.462 95.08 ng 4646830  Phenanthrene-d10 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 2744 (19.462 min): BG048436.D\data.ms (-2739) (- m/z 74.10 100.00%

74.1
5000
A
‘ ‘ 1991255'2 19.50
oHMMJMJ“M‘mu‘_um‘w‘w‘wwwuf‘?%ul_m m/z 87.10  76.50%
miz--> 100 150 200 250 300 350 400 450 500
Abundance #143130: Methyl stearate
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m/z--> 100 150 200 250 300 350 400 450 500
Abundance #107596: Pentadecanoic acid, methyl ester
74.0
e
19.50
5000 ITI/Z 55.10 36.28%
143.0
2560
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #119408:Hexadecanok:add,nnﬂhyleﬂer o
74.0 19.50
m/z 41.10 31.28%
5000
143.0
H ‘ 227.0
Y O A — A
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48436.D

Acqg On : 19 Mar 2021 23:08
Operator : CG/JU

Sample : M1723-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 9,12-Octadecadienoic acid (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.515 16.36 ng 799487  Phenanthrene-die 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 93
2 Methyl 9,12-heptadecadienoate 280 C18H3202 1000336-36-2 90
3 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 83
4 Cyclooctane, ethenyl- 138 C10H18 061142-41-4 72
5 7-Hexadecyne 222 C16H30 074685-28-2 72
Abundance Scan 2753 (19.515 min): BG048436.D\data.ms (-2749) (- m/z 67.10 100.00%
67.1
5000
09.1 —f :
150.0 280.1 ‘ 19.50

0 000 1960 2300 TEPT 3202369, 1 g1 1o g3.43%
m/z--> 50 100 150 200 250 300 350
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-

D
J
;o
o
04
a
o |

5000 T
09.0 m/z 55.10  66.27%
280.0
150.0
0 't \“h‘\m‘% ‘}‘ T \196‘(\)\ LR I |
miz--> 50 100 150 200 250 300 350
Abundance #127645: Methyl 9,12-heptadecadienoate
67.0
T T
19.50
5000 m/Z 41.10 55.52%
09.0
150.0 280.0
L 206.0 | ‘
0 ‘\\MH\\U“\\‘\m\‘\h‘\ | “\‘ —— “ ——t R LA
miz--> 50 100 150 200 250 300 350
Abundance #10664: 3,4-Octadiene, 7-methyl- e ‘
67.0 19.50
m/z 95.10 52.41%
5000
09.0
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48436.D

Acqg On : 19 Mar 2021 23:08
Operator : CG/JU

Sample : M1723-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 9-Octadecenoic acid, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.539 12.50 ng 610847  Phenanthrene-die 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 93
2 Oleic Acid 282 (C18H3402 000112-80-1 93
3 14-Pentadecenoic acid 240 C15H2802 017351-34-7 64
4 Cyclododecane 168 C12H24 000294-62-2 64
5 Cyclobutanone, 2-(1,1-dimethylet... 126 C8H140 004579-31-1 60

Abundance Scan 2757 (19.539 min): BG048436.D\data.ms (-2755) (- m/z 55.10 100.00%

5I:
7.1
5000 /V\JL
202.0 D641 e :
LS 2
o) m— i | !u‘hm‘ Lh\‘ I "h\ hH \‘\Hh\‘u‘u‘w‘\w‘\ ‘\‘ wh\hwh“\\ nlw“‘\‘wu‘\‘\ ‘u\\‘ h’ ’ | Ly by . i m/z 69.10 79.77%

m/z--> 50 100 150 200 250 300 350
Abundance #129349: 9-Octadecenoic acid, (E)-

53.0

264.0
5000 i
19.50
m/z 83.05 73.70%
QJ “ 38.0 180.0 222.0
01‘5-‘ ! U‘ I u‘H\n Hmﬂ\m‘ﬂh‘um \“\ ‘u L ‘\L ‘u‘\’w“‘ ‘H‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #129337: Oleic Acid
55.0
T T
19.50
5000 m/z 57.10  62.40%
264.0
olsJ L ‘L |80 100 9 20 |
miz--> 50 100 150 200 250 300 350
Abundance #94120: 14-Pentadecenoic acid

" T
55.0 19.50

m/z 97.10 52.72%

5000

138. 0 222.0
oL, ‘h“ \“‘ \\HH\WHM do h ‘

m/z--> 50 100 150 200 250 300 350 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48436.D

Acqg On : 19 Mar 2021 23:08
Operator : CG/JU

Sample : M1723-01 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@31821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexadecanoic ac... 18.170 211.8 ng 10351300 4 17.500 977496 20.0
9,12-Octadecadi... 19.322 1187.5 ng 58039200 4 17.500 977496 20.0
15-Octadecenoic... 19.357 894.4 ng 43713600 4 17.500 977496 20.0
Methyl stearate 19.462 95.1 ng 4646830 4 17.500 977496 20.0
9,12-Octadecadi... 19.515 16.4 ng 799487 4 17.500 977496 20.0
9-Octadecenoic ... 19.539 12.5 ng 610847 4 17.500 977496 20.0
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