LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 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_ G\Methods\8270-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49827.D\data.ms

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

1 8.032 844 850 858 rBV 140614 249086 1 0
2 10.857 1319 1331 1338 rBV = 202133 373656 1 0
3 13.301 1737 1747 1755 rVB 187690 296105 1.53% 0.635%
4 14.687 1975 1983 1990 rVB 313425 485382 2 1
5 16.179 2230 2237 2245 rVB 144763 219281 1 0

6 17.442 2445 2452 2458 rBV 325199 511880 2.64% 1.097%
7 17.965 2537 2541 2547 rVB 175965 231563 1.20% ©.496%
8 18.100 2557 2564 2569 rBV 3924700 4861968 25.12% 10.420%
9 18.335 2598 2604 2614 rBV 130952 221127 1.14% 0.474%
10 19.246 2751 2759 2762 rBV 8740556 14828719 76.61% 31.781%

11 19.287 2762 2766 2774 rVB 14840927 19355375 100.00% 41.483%
12 19.399 2780 2785 2791 rVB 2204514 2609400 13.48% 5.592%

13 19.487 2797 2800 2811 rVB3 220102 382009 1.97% 0.819%
14 20.051 2892 2896 2903 rVB 262262 384427 1.99% 0.824%
15 20.374 2945 2951 2958 rVB2 238699 379943 1.96% 0.814%
16 20.485 2966 2970 2973 rBV 181714 211015 1.09% 0.452%
17 21.126 3074 3079 3085 rVB4 102315 218332 1.13% 0.468%
18 21.731 3176 3182 3199 rVB 264654 524464 2.71% 1.124%
19 25.015 3736 3741 3750 rVB3 121034 315233 1.63% 0.676%
Sum of corrected areas: 46658965
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

1.4e+07
1.2e+07
le+07
8000000
6000000
4000000
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0
Time-->
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1.4e+07
1.2e+07
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2000000

= O

Time-->
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le+07

8000000

6000000

4000000

2000000

: 12 Aug 2021 21:20
: CG/JU
: M3341-01 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081221\
BGO49827.D

: 18 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG0860321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BG049827.D\data.ms

8.032 10.857

350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
TIC: BG049827.D\data.ms

19.p87
19.246
18.100
19.399
13.301 14.687 16.179 17.;142 17.9688.335 487 20.0200485 21.126 21.731

B SIS 1 kNS V0 i SRS 61 (MLt Vs S LIS+ 4-

3.00 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
TIC: BG049827.D\data.ms

25.015

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\BG@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.965 9.05 ng 231563  Phenanthrene-die 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 87
2 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 76
3 (Z)-Methyl hexadec-11-enoate 268 C17H3202 000822-05-9 72
4 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 72
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 68

Abundance Scan 2541 (17.965 min): BG049827.D\data.ms (-2537) (- m/z 55.15 100.00%
55.1

5000

T

237.3 18.00

m/z 41.20 66.68%

N 152.3 193.3 313.

miz--> 50 100 150 200 250 300
Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester

-} S

5000

m/z 69.15 58.64%
37.0 180.0 222.0 264.0

O,
miz--> 50 100 150 200 250 300
Abundance #176294: Cyclopropaneoctanoic acid, 2-hexyl-, methyl es
55.0
.
18.00
5000 m/Z 74.10 55.33%
6.0
138.0
208.0 250.0
171.
o! ‘N‘]‘p‘,“””‘uH“H
miz--> 50 100 150 200 250 300
Abundance #158398: (Z)-Methyl hexadec-11-enoate —
55.0 18.00
m/z 87.10 43.02%
5000
7.0
‘ m 1520 194.0 236.0
ok ‘\“ H\‘ ‘u‘“wm\m““H“‘mh‘m ‘\L‘ . ‘\’ - ‘h‘ [ —
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.100 189.97 ng 4861970 Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 83
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
Abundance Scan 2564 (18.100 min): BG049827.D\data.ms (-2557) (- m/z 74.15 100.00%
74.2
5000
143.3 e —
‘ 2273 18.00 18.50
0! M by dp2rta 430 n; 87.15  8e.81%
mlz--> 50 100 150 200 250 300 350 400
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
18.00 18.50
143.0 m/z 43.25 39.22%
‘ ‘ 227.0
O\\\H‘\“\‘M\h“\‘\‘\\‘\\‘\‘\"\\l\‘\‘\}\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #109337: Tridecanoic acid, methyl ester
74.0
e :
18.00 18.50
5000 m/z 55.15 35.46%
L, 7m0
0 m_Hw‘um_m,””_m_m_m,m‘
miz--> 100 150 200 250 300 350 400
Abundance #161236.Pemadecanmcacm,144nemyh,meﬂwleﬁer L5 —
74.0 18.00 18.50
m/z 41.20 34.29%
5000
143.0
mlz--> 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.335 8.64 ng 221127  Phenanthrene-die 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Nonanoic acid 158 C9H1802 000112-05-0 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2604 (18.335 min): BG049827.D\data.ms (-2598) (-  m/z 73.10 100.00%
73.1

5000 1203 L
213 3 ‘ T T T T ‘ T
18.00 18.50
526 .
0 W ‘“M."“\ m/z 60.15 86.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
43.0
256.0

N

5000 - 7y
129.0 18.00 18.50
m/z 41.15 81.97%
‘ H‘ 185.0
O‘\\\‘“"Wl\”“‘!"\\lh\ﬂ"\\\\\\““\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92068: Tridecanoic acid
73.0
— ——
18.00 18.50
5000 m/z 55.20 80.64%
129.0
‘ \ 2140
AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35300: Nonanoic acid — ™
60.0 18.00 18.50
m/z 43.25 79.72%
5000
TQ.O
0 bkl ‘”H,\, L ——
m/z--> 0 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@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.246 579.38 ng 14828700 Phenanthrene-di10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 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 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 98
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 96

Abundance Scan 2759 (19.246 min): BG049827.D\data.ms (-2751) (- m/z 67.20 100.00%

67.2
5000
1900  19.50
2634 : :
2203 :
0! “““”‘u { M SR L S1AA STy 81,25 86.27%
miz--> 50 150 200 250 300 350
Abundance #191900: 9 12 Octadecadienoic acid, methyl ester
610
5000 — —
19.00 19.50
29. 09.0 m/z 55.25  66.27%
294.0
ol Huh ‘\\HWH\\‘ % m 2230 T
m/z--> 50 100 150 200 250 300 350
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
—— =
19.00 19.50
5000 m/z 95.20  61.43%
090 294.0
150.0 :
om_\ (19 w0 T
miz--> 50 150 200 250 300 350
Abundance #191920: 9,12—Octadecadien0ic acid (Z,2)-, methyl ester — =
7.0 19.00 19.50
m/z 41.20 58.12%
5000
09.0
‘ 294.0
0 X T O I W R £ U
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@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 10-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.287 756.25 ng 19355400 Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99

Abundance Scan 2766 (19.287 min): BG049827.D\data.ms (-2762) -  m/z 55.25 100.00%

5000 A}A
264.4
2223 1 T 7
37.3 1803 H 19.00 19.50
N b L. 2084 340 n/o 69.25  79.24%
m/z--> 150 200 250 300
Abundance #194419. 10-Octadecen0ic acid, methyl ester
58.0
5000 — -
7.0 19.00 19.50
264.0 m/z 41.25 72.39%
37.0 1800 222.0
0 \h\ ‘H‘\h T \‘ T T V“\ ™7 \“\ \2\9‘8‘.(\)\ T
miz--> 50 100 150 200 250 300
Abundance #194409 9-Octadecenoic acid, methyl ester
—— =
19.00 19.50
5000 m/z 74.15 68.73%
264.0
370 180.0 22‘2.0 ‘
0 b b 2980
m/z--> 150 200 250 300
Abundance  #194453: 11—Octadecenoic acid, methyl ester, (2)- — e
55.0 19.00 19.50
m/z 83.25 67.87%
5000
7.0
264.0
222.0
38.0 180.0
o bk ko Lm0 S,
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.399 101.95 ng 2609400 Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 83

Abundance Scan 2785 (19.399 min): BG049827.D\data.ms (-2780) (- m/z 74.10 100.00%

74.1
5000
143.2 T . .
255.3 ‘ ‘
391 H ‘ 199.3 298.4 19.00 19.50
ob——d i u‘u‘u“,‘ bbb L PR myz 87.15 0 82.18%
m/z--> 50 100 150 200 250 300
Abundance #197273: Methyl stearate
74.0
5000 o o
19.00 19.50
143.0 m/z 43.25 45.42%
% H ‘ 199.0 255.0 298.0
05 \“\ f “‘\ \‘ ‘““H ey ‘\ T “\ t \‘\ ‘i S "\h\ T \“‘ T T
m/z-> 100 150 200 250 300
Abundance #126207: Methyl tetradecanoate
74.0
— =
19.00 19.50
5000 ITI/Z 55.20 37.11%
143.0
wd |1, T e
ol b b
m/z--> 50 100 150 200 250 300
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester — P
74.0 19.00 19.50
m/z 41.20 34.50%
5000
28.0
143.0 255.0 298.0
‘ 199.0 ‘ ‘
mlz--> 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 7 O0Oleic Acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.487 14.93 ng 382009 Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 91
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 90
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 89
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 59
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 52

Abundance Scan 2800 (19.487 min): BG049827.D\data.ms (-2797) (- m/z 55.15 100.00%
55.1

5000

%

264.4 19,50

0 33L1 422 /7 69.15  78.16%
mlz--> 50 100 150 200 250 300 350 400
Abundance #176207: Oleic Acid
53.0
5000 T
19.50
11.0 m/z 41.15 67.80%
264.0
\ I ‘ ’ 165.0 220.0
O M‘ g \m“!w‘m‘\“‘\‘ oy “\‘\ f— NLANLANJL
m/z--> 50 100 150 200 250 300 350 400
Abundance #176218: cis-13-Octadecenoic acid
55.0
=
19.50
5000 m/z 83.25 54.55%

11.0
264.0

165.0 220.0

%

ol
miz--> 50 100 150 200 250 300 350 400
Abundance #176229: trans-13-Octadecenoic acid ——

55.0 19.50

m/z 43.25 46.22%
5000
‘ jhll'o 264.0
ol ML geso zoo2es0 L

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\BG@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 8 Methyl 9-eicosenoate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.374 14.49 ng 379943 Chrysene-d12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 93
2 cis-9-Octadecenoic acid, propyl ... 324 C21H4002 1000405-15-0 91
3 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 90
4 cis-Vaccenic acid 282 (C18H3402 000506-17-2 89
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 87

Abundance Scan 2951 (20.374 min): BG049827.D\data.ms (-2945) (-  m/z 55.15 100.00%

55.1
5000
7.3
} ‘ 250.3292. 20.00 20.50
208.2 : :
o LI “““‘W‘“w YUY SN S ““ (34218923 7 69.25  68.03%
mlz--> 50 100 150 200 250 300 350 400
Abundance #229538: Methyl 9-eicosenoate
55.0
5000 — ——
20.00 20.50
2920 m/z 41.20  66.52%
“ 152.0 208.0250.0
O “ \‘H\m‘\\h‘\ ‘“‘ b \“ L\ T ““ T \“‘ b LI
m/z--> 50 100 150 200 250 300 350 400
Abundance #229561: cis-9-Octadecenoic acid, propyl ester
55.0
— ——
20.00 20.50
5000 ITI/Z 43,25 48.27%
265.0
180. 0222 0
L »H | a0
ol bl NN R uw‘ N N M
miz--> 50 150 200 250 300 350 400
Abundance #158444: 9—Hexadecen0|c acid, methyl ester, (2)- — ——
55.0 20.00 20.50
m/z 74.15 47.32%
5000
7.0
‘ 152.0194.0236.0
NI 8 W R, O U [
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9 Heptadecanoic acid, methyl ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.485 8.05 ng 211015 Chrysene-d12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
2 Silane, methylvinyl(cis-2-methyl... 326 C19H3802Si 1000421-05-3 90
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 90
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Methyl stearate 298 C19H3802 000112-61-8 83

Abundance Scan 2970 (20.485 min): BG049827.D\data.ms (-2966) (-  m/z 74.15 100.00%

74.2
5000
143.3 e
283.4
| 19922413" | 3263 5764 2050
0! H‘”‘u‘”,m‘Wu_mw\m‘_m_‘ m/z 87.10  82.59%
mlz--> 50 100 150 200 250 300 350 400
Abundance #179144: Heptadecanoic acid, methyl ester
74.0
5000 U
20.50
o 284.0 m/z 43.25 45.53%
L e 2420
O \‘\‘\“\H‘\‘“\““\M\‘\\’\\\‘\“\\\\“‘\\\‘\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400
Abundance #231866.SnaneJﬂemyNWchB—anemymydohexybxyy
87.0 311.0
213.0 —
269.0 20.50
5000 ITI/Z 55.15 33.61%
a1 143.0
0,
miz--> 50 100 150 200 250 300 350 400
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester e
74.0 20.50
m/z 41.15 33.54%
5000
143.0 284.0
| |, g
o"WWMM‘L‘,m‘_‘H‘_m_m_mw —
mlz--> 100 150 200 250 300 350 400 20.50

8270-BGO80321.M Fri Aug 13 11:01:03 2021

Page:

11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 10 unknown21.126 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.126 8.33 ng 218332 Chrysene-d12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 47
2 Dicyclopentadiene diepoxide 164 C10H1202 000081-21-0 46
3 Sulfuric acid, dimethyl ester 126 C2H604S 000077-78-1 35
4 1,3,7-Octatriene, 2,7-dimethyl- 136 C1@H16 036638-38-7 25
5 Trifluoroacetyl-.alpha.-fenchol 250 C12H17F302 031076-73-0 22

Abundance Scan 3079 (21 126 min): BG049827.D\data.ms (-3074) (- m/z 81.15 100.00%

81.2
151.2
5000
—r —
21.00 21.50
0! m/z 95.15 76.31%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #209661: Methyl 2-octylcyclopropene-1-octanoate
81.0
5000 — —
29. 21.00 2150
m/z 151.20 72.47%
5.0 308.0
H\\ \\ H L] \ | ,251.0
O' \\\‘\\\\“\\‘\\‘\\l\\“\\\\‘\\\\‘\\\\
mizw> 0 50 100 150 200 250 300 350 400
Abundance #39266: Dicyclopentadiene diepoxide
81.0
———F —
21.00 21.50
5000 ITI/Z 55.25 55.13%
miz—> 0 50 100 150 200 250 300 350 400
Abundance #12497: Sulfuric acid, dimethyl ester — —
95.0 21.00 21.50
31.0 m/z 67.15 41.78%
5000
0 — —
m/z--> 0 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49827.D

Acqg On : 12 Aug 2021 21:20
Operator : CG/JU

Sample : M3341-01 5X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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|
9-Octadecenoic ... 17.965 9.1 ng 231563 4 17.442 511880 20.0
Hexadecanoic ac... 18.100 190.0 ng 4861970 4 17.442 511880 20.0
n-Hexadecanoic ... 18.335 8.6 ng 221127 4 17.442 511880 20.0
9,12-Octadecadi... 19.246 579.4 ng 14828700 4 17.442 511880 20.0
10-Octadecenoic... 19.287 756.3 ng 19355400 4 17.442 511880 20.0
Methyl stearate 19.399 102.0 ng 2609400 4 17.442 511880 20.0
Oleic Acid 19.487 14.9 ng 382009 4 17.442 511880 20.0
Methyl 9-eicose... 20.374 14.5 ng 379943 5 21.725 524464 20.0
Heptadecanoic a... 20.485 8.1 ng 211015 5 21.725 524464 20.0
unknown21.126 21.126 8.3 ng 218332 5 21.725 524464 20.0
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