LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5166.D

Acqg On : 02 Apr 2021 19:01
Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS Vvial : 19 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©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5166.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.3065 371 377 386 rBV 243041 346053 6.85% 2.278%
2 6.887 638 646 655 rBv 227784 367170 7.27% 2.418%
3 7.705 778 785 800 rVB 136007 211792 4.19% 1.394%
4 8.863 974 982 994 rBV 146935 239662 4.75% 1.578%
5 10.493 1251 1259 1269 rBV 173889 292839 5.80% 1.928%

6 12.975 1673 1681 1688 rBV 356340 506996 10.04% 3
7 14.363 1907 1917 1923 rBV 258154 375198 7.43% 2
8 15.857 2165 2171 2180 rBV 254323 356797 7.07%  2.349%
9 17.122 2380 2386 2391 rBV 310544 417677  8.27% 2
10 17.804 2496 2502 2507 rBV 776416 848642 16.81% 5

11 18.022 2535 2539 2548 rBV 111799 155339 3.08% 1.023%
12 18.916 2685 2691 2694 rBV 4208542 5049830 100.00% 33.249%
13 18.945 2694 2696 2706 rVB2 3011418 3554613 70.39% 23.404%
14 19.069 2713 2717 2722 rBV 411349 471489 9.34% 3.104%
15 19.122 2722 2726 2728 rBV 84911 111610 2.21% ©.735%

16 19.145 2728 2730 2737 rVB2 82938 122935 2.43% 0.809%

17 19.498 2783 2790 2798 rVB2 36706 90970 1.80% ©.599%

18 19.698 2819 2824 2828 rBV 526379 623594 12.35% 4.106%

19 20.139 2895 2899 2902 rBV 44873 56923 1.13% 0.375%
Q.

20 20.933 3031 3034 3042 rVBS5 91499 125813 2.49%
21 21.222 3078 3083 3087 rBV 350145 447048 8.85%  2.943%
22 23.504 3466 3471 3478 rVB2 218226 415010  8.22% 2.732%

Sum of corrected areas: 15188000
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5166.D

Acqg On : 02 Apr 2021 19:01
Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005166.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000
1000000

500000

5.305 6.887 7.705 8.863 10.493

A A
O T T ‘ T T T T ‘ T T T T ‘ T T ’ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T ‘ L ‘ T ‘ L
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP005166.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5166.D

Acqg On : 02 Apr 2021 19:01
Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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.
17.804 40.64 ng 848642  Phenanthrene-die 17.122
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 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 86
Abundance Scan 2502 (17.804 min): BP005166.D\data.ms (-2496) (-  m/z 74.10 100.00%
74.1
5000
— —
H‘ 1432 2273 17.50 1800
ou"‘MMMWmmLm"*“3‘1‘3:-‘3““‘4‘1‘5-‘4“"’7‘3"-?“5‘3‘3-‘7‘ m/z 87.10  73.74%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000
1750 1800
143.0 m/z 43.10 5.88%
‘ ‘ 227.0
O\\\\‘\\\i‘\i“\l\‘\\‘\\‘\‘\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1750 1800
5000 m/z 55.10 3.47%
LU, 0 zro
ouwMMMm“ww"""_‘H_m,wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84485: Tridecanoic acid, methyl ester
74.0 1750 1800
m/z 41.10 2.16%
5000
143.0
bl L 2280
O bt L b e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 50 18 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5166.D

Acqg On : 02 Apr 2021 19:01

Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.022 7.44 ng 155339  Phenanthrene-die 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Tetradecane 198 C14H30 000629-59-4 56
5 Octadecanoic acid 284 C18H3602 000057-11-4 53

Abundance Scan 2539 (18.022 min): BP005166.D\data.ms (-2535) (- 73.10 100.00%

7’2
5000
213.3
2, | g 1500
oul‘m'c'k\‘“um Ll P8L1 355.3411647165358 ./, 69 05 69.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
1800
” 213.0 m/z 43.05 63.32%
O\\i“ \l\’l‘\m‘\“}\‘L\‘\\\‘\\\\‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
— ‘
18.00
5000 ITI/Z 41.10 58.32%
‘ 143.0 242.0
MM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid e ‘
73.0 18.00
m/z 57.10 55.46%
5000
L 228.0
143.0 ‘
bl | a
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\BP040221\
Data File : BP@@5166.D

Acqg On : 02 Apr 2021 19:01

Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9,12-Octadecadienoic acid,

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.916 241.81 ng 5049830 Phenanthrene-d10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
3 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 97
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 97
5 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 95

Abundance Scan 2691 (18.916 min): BP005166.D\data.ms (-2685) (-  m/z 67.10 100.00%
67.1
5000 ﬂ\
}F 155
2634 :
ol WUl ipzez 2450345802 s0a536 1/, s1.10 90,17
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 T
19.00
m/z 95.15 59.83%
LS 262.0
0+ Tt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
S
19.00
5000 m/z 55.10 54.01%
123.0 294.0
| ﬁ 220.0
L SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139709: Methyl 10-trans,12-cis-octadecadienoate oty
67.0 19.00
m/z 82.10 46.11%
5000
294.0
ol T 20, | L
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\BP040221\
Data File : BP0@5166.D

Acqg On : 02 Apr 2021 19:01
Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.945 170.21 ng 3554610 Phenanthrene-d10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
3 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99

Abundance Scan 2696 (18.945 min): BP005166.D\data.ms (-2694) (-  m/z 55.10 100.00%

Abundance #141305: 8-Octadecenoic acid, methyl ester, (E)-
55.0 19.00

m/z 83.10 64.49%

55.1
5000
264.4 A
3.2 1 19.00
o L AMMLMAABES | | 3314 4064 5187 ., g9.10 s6.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141285: 10-Octadecenoic acid, methyl ester
55.0
5000 T
19.00
264.0 m/z 74.10 67.91%
il
O‘\\‘\‘\l‘\‘ ‘\I‘\m\ilh\h‘"\‘\\g-\.‘o\\\\\‘\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141283: 15-Octadecenoic acid, methyl ester
55.0
CE
19.00
5000 m/z 41.10 65.67%
264.0
gz,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—r

264.0
5000

-

0 ‘\ L wﬁlm.lw HL . ‘ ‘

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\BP040221\
Data File : BP0@5166.D

Acqg On : 02 Apr 2021 19:01
Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.069 22.58 ng 471489  Phenanthrene-d10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 90
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 87

Abundance Scan 2717 (19.069 min): BP005166.D\data.ms (-2713) (-  m/z 74.05 100.00%

74.0
5000
T I
1432 554 19,00
0 m‘_wH\_‘Hgm‘wm“34‘3‘%4993”“5‘2%‘6_ T B7.05 775
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143126: Methyl stearate
74.0
5000 A :
19.00
143.0 m/z 43.85 31.33%
‘ l 298.0
ok isof |y, | 2130

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester

o

74.0
T \
19.00
5000 m/z 55.10 24.44%
1430 2550
o“wl.m\wl,,,
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #131317: Hexadecanoic acid, 15-methyl-, methyl ester —rL ‘
74.0 19.00
m/z 41.05 21.75%
) ﬁKLJLN
143.0
A e i
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\BP040221\
Data File : BP0@5166.D

Acqg On : 02 Apr 2021 19:01
Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9,12-Octadecadienoic acid (... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.122 5.34 ng 111610 Phenanthrene-die 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 95
2 cis-11,14-Eicosadienoic acid, me... 322 C21H3802 1000333-61-8 91
3 7,10-Hexadecadienoic acid, methy... 266 C17H3002 016106-03-9 90
4 5-Hexadecyne 222 C16H30 071899-37-1 74
5 9-Octadecyne 250 C18H34 035365-59-4 74

Abundance Scan 2726 (19.122 min): BP005166.D\data.ms (-2722) (- m/z 67.10 100.00%
67.1

-

5000

‘ Hl 1900 1950

202.1 280.4 . .
5.2
o uilLLEBR 2T 0 3503 415347365367 1, m1.10  90.80%

miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-

67.0

5000

idOd ide
\H.l
ma

m/z 95.10  63.98%
6.0 280.0
Il fgeosseo =

RARRRE L L L L B L L B I L R O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #162987: cis-11,14-Eicosadienoic acid, methyl ester
67.0

o

-

T —T
19.00 19.50

5000 m/z 82.05 50.75%

”150.0 322.0
L) |’ bl . 2480 | |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #115770: 7,10-Hexadecadienoic acid, methyl ester — —
67.0 19.00 19.50

m/z 55.10 50.03%

o

1
|

|

5000

35.0
266.0

%

206.

0! WA ——
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5166.D

Acqg On : 02 Apr 2021 19:01
Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.145 5.89 ng 122935  Phenanthrene-die 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 53
2 Fluoranthene 202 CléH1e 000206-44-0 53
3 Pyrene 202 Cl6H1e 000129-00-0 49
4 Pyrimidine, 4-methoxy-6-(2-hydro... 202 C11H10N202 097630-79-0 43
5 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 40
Abundance Scan 2730 (19.145 min): BP0O05166.D\data.ms (-2728) (-  m/z 202.20 100.00%
202.2
5000
41.1
— 4
11 19.00 19.50
264.4 : :
o|’le~w b o0 404 5808 s 41,10 35.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #62830: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0
5000

19 00 19 50
m/z 55.10 30.73%

39,0 101.0
oy |
‘\\\1‘!\\\[1\\\’\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #62828: Fluoranthene
202.0

o

1900 1950
5000 200.20 27.85%
101.0
0\*%99HJW*H‘M”H RS SRS SRR SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #62823: Pyrene
202.0 19.00 19.50

m/z 97.20  26.87%

5000
101.0
L3901 s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5166.D

Acqg On : 02 Apr 2021 19:01
Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Methyl 18-methylnonadecanoate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.139 2.55 ng 56923 Chrysene-d12 21.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 90
2 Nonadecanoic acid, 11-methyl-, m... 326 C21H4202 055334-33-3 81
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 81
4 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 76
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 76

Abundance Scan 2899 (20.139 min): BP005166.D\data.ms (-2895) (-  m/z 74.10 100.00%

74.1
5000
143.2 T T
’ 216.2 2834 20.00 20.50
0 LRI M L3200 4515 846« ., g7.10  72.36%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #166215:Meﬂw|184nemyMOnadecanoam
74.0
5000 S ]
20.00 20.50
143.0 326.0 m/z 43.10 30.65%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #166244:Nonadecanmcacm,ll4nemyh,meﬂwleﬁer
74.0
—r —
20.00 20.50
5000 143.0 326.0 m/z 41.10  26.46%
‘ 213.0
<111 TR AN
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #166219:Emosanmcacm,meﬂwleﬂer —— T
74.0 20.00 20.50
m/z 55.05 26.35%
5000
‘ 143.0 326.0
L1 L. N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5166.D

Acqg On : 02 Apr 2021 19:01
Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.933 5.63 ng 125813 Chrysene-d12 21.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
3 Oxalic acid, pentadecyl propyl e... 342 C20H3804 1000309-26-8 87
4 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 83
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 83

Abundance Scan 3034 (20.933 min): BP005166.D\data.ms (-3031) (-  m/z 57.10 100.00%

57.1
5000
5 2 2072 —_—
21.00
295.4 ‘
ol _m" ‘ J‘u« il J‘“H et et 4907548 s 83 10 79.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55.0
5000 L
21.00
m/z 97.10 75.02%
5 0
O‘f\f“‘f\fsogo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
—r
21.00
5000 m/z 55.10  74.86%
o¥'258-° WJUM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178430: Oxalic acid, pentadecyl propyl ester e
43.0 21.00
m/z 71.10 70.75%
5000
255.0
01)‘\\1820 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5166.D

Acqg On : 02 Apr 2021 19:01
Operator : CG/JU

Sample : M1887-01 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©32321.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... 17.804 40.6 ng 848642 4 17.122 417677 20.0
n-Hexadecanoic ... 18.022 7.4 ng 155339 4 17.122 417677 20.0
9,12-Octadecadi... 18.916 241.8 ng 5049830 4 17.122 417677 20.0
10-Octadecenoic... 18.945 170.2 ng 3554610 4 17.122 417677 20.0
Methyl stearate 19.069 22.6 ng 471489 4 17.122 417677 20.0
9,12-Octadecadi... 19.122 5.3 ng 111610 4 17.122 417677 20.0
Benzene, 1,1'-(... 19.145 5.9 ng 122935 4 17.122 417677 20.0
Methyl 18-methy... 20.139 2.5 ng 56923 5 21.222 447048 20.0
1-Docosene 20.933 5.6 ng 125813 5 21.222 447048 20.0
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