LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP082420 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.911 3 4 30 rvB 482127 623741 1.29% 0.434%
2 5.264 396 404 422 rBVY 1187932 1763730 3.66% 1.226%
3 6.840 662 672 685 rBY 1102510 1785098 3.70% 1.241%
4 7.652 800 810 819 rBV 995930 1552694 3.22% 1.079%
5 8.799 991 1005 1018 rBV 765792 1352821 2.81% 0.940%
6 10.428 1273 1282 1297 rBV 1316860 2297474 4_.76% 1.597%
7 12.910 1698 1704 1716 rBV 2288300 3499302 7.26% 2.432%
8 14.293 1933 1939 1948 rBV 1967732 3061702 6.35% 2.128%
9 15.793 2188 2194 2203 rVB 1638959 2458891 5.10% 1.709%
10 17.051 2402 2408 2413 rBVY 2158516 3184924 6.61% 2.214%

11 17.751 2521 2527 2532 rBV 10355796 15229954 31.59% 10.586%
12 17.987 2560 2567 2580 rBV 1822790 3230212 6.70% 2.245%
13 18.651 2676 2680 2685 rVB 504089 627630 1.30% 0.436%
14 18.881 2709 2719 2721 rBV 21480149 48218254 100.00% 33.516%
15 18.910 2721 2724 2731 rVB2 19757458 29547858 61.28% 20.539%

16 18.969 2731 2734 2737 rVB 723441 766548 1.59% 0.533%
17 19.022 2737 2743 2747 rVB 6442924 8501044 17.63% 5.909%
18 19.081 2747 2753 2755 rBV2 2196440 3478480 7.21% 2.418%
19 19.628 2841 2846 2850 rBV 3143182 3837969 7.96% 2.668%
20 19.969 2902 2904 2909 rVB 584942 589383 1.22% 0.410%

21 20.081 2919 2923 2926 rBV 895209 1088968 2.26% 0.757%
22 20.875 3054 3058 3062 rBV2 461046 651234 1.35% 0.453%
23 21.004 3077 3080 3087 rVB 956493 997332 2.07% 0.693%
24 21.145 3099 3104 3109 rBV 2063111 2654688 5.51% 1.845%
25 23.374 3478 3483 3492 rVB2 1470438 2864638 5.94% 1.991%

Sum of corrected areas: 143864569
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP082420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

.91

TIC: BP003229.D

5.26 6.84 7.65 8.80 10.43

0

T
Time-->  3.00

T T T T T I I I
800 850 9.00 950 10.00 10.50 11.00 11.50

T I T
350 400 450 5.00

T
550 6.00 6.50

I T
7.00 7.50

Abundance

2e+07

1.5e+07

le+07

5000000

0

TIC: BP003229.D
#H

17.75

9.02

12.91 14.29 17.05

L

15.79 17.99

18.6

Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BP003229.D

21.15

20%‘?& 23.37

Ol T T T T T T T T T T

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 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\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

2.91 8.03 ng 623741 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
5 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 9

Abundance Scan 4 (2.911 min): BP003229.D (-3) (-) m/z 73.00 100.00%
3
5000
43
P
3.00 3.10 3.20 3.30
oTJ l . .L?? 133163193224 276 319 356383 422 471 513543 ' 'm/z 87.10 29.38%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 IS AR RS U LR
43 3.00 3.10 3.20 3.30
m/z 43.05 27 .68%
U L S S L WL B S I S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
300 310 320 330
5000 m/z 55.00 21.43%
45
0 101
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #734: N-Ethylformamide BN R e
30 3.00 3.10 3.20 3.30
73 m/z 71.10 11.22%
5000 /\\
OIA J"Ll""l""l"" DY S S S S S I IS NAREE RAREE AR LR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.75 95.64 ng 15230000 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 96
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
4 Tetradecanoic acid. 10.13-dimeth... 270 C17H3402 267650-23-7 87
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 87
Abundance Scan 2527 (17.751 min): BP003229.D (-2521) (-) m/z 74.05 100.00%
!
5000
270 17.40 17.60 17.80 18.00
1
o A L l l ' i k| 327357385413441470497525 | 177 8705  90.32%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methyl ester
74
5000 LA PR DU UL I
43 17.40 17.60 17.80 18.00
143 m/z 143.05 34 .64%
o 115 | 171199227 270
miz--> 6""5'0"'iéd"iéd"éod"ésd":;od"ééd"&od"&éd"édd"ééd
Abundance
74
17.40 17.60 17.80 18.00
5000 m/z 227.15 30.26%
43 143 o
o 15 115 228
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester A Ll Rama
74 17.40 17.60 17.80 18.00
m/z 43.10 28.38%
5000{ 43
oL 1111 185 227 270
mz-> 0 5'0 100 150 200 250 300 350 400 450 500 550 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.99 20.28 ng 3230210 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 92
4 Undecanoic acid 186 C11H2202 000112-37-8 60
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 2568 (17.992 min): BP003229.D (-2560) (-) m/z 73.00 100.00%
7B
43 129
5000 213
1 157185 256
17.60 17.80 18.00 18.20 18.40
0 J'l; e l H& ,l 284315346374402431 476 527 m/z 60.00 70.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
6o

5000 TTrr o[ rrrr[rrrrprrorrprt
17.60 17.80 18.00 18.20 18.40
0
1575213 256 m/z 43.05 59.54%
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43

17.60 17.80 18.00 18.20 18.40
5000 129 m/z 57.10 56.05%

171
214
101
O T T T T e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
17.60 17.80 18.00 18.20 18.40
m/z 129.05 55.91%

185 228 ’\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20 18.40

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 4b,8-Dimethyl-2-isopropylph... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.65 3.94 ng 627630 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-isopropviphenant... 256 C19H28 1000197-14-1 99
2 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240 038754-94-8 50
3 3.4-Dihvdro-3.3-dimethvl-1.9(2H.... 241 C15H15N02 1000212-95-2 38
4 Uracil. 5-(p-cvanophenvl)-1.3-di... 241 C13H11N302 1000164-78-4 25
5 Benzene, 1,1"-(1-methylethyliden... 256 C17H2002 001568-83-8 25
Abundance Scan 2680 (18.651 min): BP003229.D (-2676) (-) m/z 159.05 100.00%
9

5000

18.40 18.60 18.80 19.00

0! EGQ 304 341371401431 475 525 m/z 241.20 84 _74%

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

Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...
241
159
5000
18.40 18.60 18.80 19.00
m/z 185.10 38.61%
43 o1 129 213
ol bt b L ALV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
241
18.40 18.60 18.80 19.00
5000 m/z 117.00 20.37%
185
29 77 115142 213
o I P S M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94946: 3,4-Dihydro-3,3-dimethyl-1,9(2H,10H)-acridinone T T
241 18.40 18.60 18.80 19.00
m/z 256.20 20.15%
5000 185
1 717 1%91 7 21
LML PSS PRV PN L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.88 302.79 ng 48218300 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
Abundance Scan 2719 (18.881 min): BP003229.D (-2709) (-) m/z 67.05 100.00%
67
5000
3 263 294 18.60 18.80 19.00 19.20
ol 323352380 428457484515541 m/z 81.10 96 _45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67
5000
18.60 18.80 19.00 19.20
3 m/z 95.05 71.73%
o 2315047g 262 294
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
67
18.60 18.80 19.00 19.20
5000 9% m/z 55.05 56.22%
294
123150,75 5g 262
Obrryrr i [t e T e T e T e T e
m/z--> 55 160 1%0 200 250 300 3%0 460 4éo 560 séo
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67 18.60 18.80 19.00 19.20
m/z 79.05 48 .26%
95
5000
23150 263294
3
0= "|‘ ey 'j 4 L E7§ ??q' e DL DN B WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.91 185.55 ng 29547900 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 2724 (18.910 min): BP003229.D (-2721) (-) m/z 55.10 100.00%

5000

18.60 18.80 19.00 19.20
m/z 69.10 81.12%

o 296 330 377 429 474502531

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141310: 9-Octadecenoic acid, methyl ester, (E)-

5000
18.60 18.80 19.00 19.20

m/z 74.10 72 .43%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

55

\

18.60 18.80 19.00 19.20
5000 83 m/z 83.10 70.11%

o7 111

141 180 222 264
0 296

o S L w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141290: 11-Octadecenoic acid, methyl ester

18.60 18.80 19.00 19.20
m/z 97.10 65.28%

i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 60 18. 80 19. OO 19. 20

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 9,12,15-Octadecatrienoic ac... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.97 4.81 ng 766548 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 99
2 7.10.13-Hexadecatrienoic acid. m... 264 C17H2802 056554-30-4 95
3 9.12.15-Octadecatrienoic acid. e... 306 C20H3402 001191-41-9 94
4 Methyl 8.11.14-heptadecatrienoate 278 C18H3002 1000336-35-1 91
5 Ethyl 9,12,15-octadecatrienoate 306 C20H3402 1000336-77-4 91
Abundance Scan 2734 (18.969 min): BP003229.D (-2731) (-) m/z 79.10 100.00%

5000

18.60 18.80 19.00 19.20
m/z 93.10 60.69%

o 173203 236264292 342374 415446476 512 548

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138096: 9,12,15-Octadecatrienoic acid, methyl ester, (Z,Z,2)

5000
18.60 18.80 19.00 19.20

m/z 67.10 59.31%

292

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
79
41
18.60 18.80 19.00 19.20
5000 m/z 95.10 54 _.61%
o8 264
35
163 208935
Ol R e S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #149935: 9,12,15-Octadecatrienoic acid, ethyl ester, (Z,Z,2)-
79 18.60 18.80 19.00 19.20
m/z 55.10 48.78%
5000 a1 08
J 1135
63
o b e gz e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.02 53.38 ng 8501040 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 99
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 95
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 95
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 81
Abundance Scan 2743 (19.022 min): BP003229.D (-2737) (-) m/z 74.05 100.00%
!
5000
43 143 265
199 298 R RS EEEES s
11, | 171 | 227 18.80 19.00 19.20 19.40
o LT ! P27 4 | 881 377404433 476506534 | 77 g7.00  88.86%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143131: Methyl stearate
74
5000 LR SULRLN UL SULRUSN B
143 256 18.80 19.00 19.20 19.40
43 \ 199 \ m/z 143.10 37.97%
ol 15, Ll A | gar ||

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

Abundance
74
A
18.80 19.00 19.20 19.40
5000 m/z 255.20 32.02%
43 143
o1 115 | 171 213 256
i o B e B e e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143190: Heptadecanoic acid, 16-methyl-, methy! ester e B
74 18.80 19.00 19.20 19.40
m/z 43.10 29.02%
5000

Ol LB | ILI _'_'_'_'—I_'_'—'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 9,12-Octadecadienoic acid (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.08 21.84 ng 3478480 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 7-Hexadecvne 222 C16H30 074685-28-2 89
3 5-Hexadecvne 222 C16H30 071899-37-1 86
4 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 83
5 5-Dodecyne 166 C12H22 019780-12-2 76

Abundance Scan 2753 (19.081 min): BP003229.D (-2747) (-) m/z 67.05 100.00%

5000

f

18.80 19.00 19.20 19.40
m/z 81.10 90.89%

320349

o 402432459 490 521549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67
95
5000
18.80 19.00 19.20 19.40
m/z 95.10 69.19%
29 280
0 1 151182209237 7
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
67
95 18.80 19.00 19.20 19.40
5000{ g m/z 55.10 52.05%
o 123 165193202
B B e LI B i e e e e s e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #79553: 5-Hexadecyne
81 18.80 19.00 19.20 19.40
o4 m/z 82.10 51.76%
5000

0

9
2% 3?7165 218

m/z-->

0 50 100 150 200 250 300 350 400 450 500 550

ﬁ

18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 cis-11-Eicosenoic acid, met... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.97 4.44 ng 589383 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 95
2 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 94
3 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 93
4 Methyl 13-eicosenoate 324 C21H4002 1000336-48-4 83
5 15-Tetracosenoic acid, methyl es... 380 C25H4802 002733-88-2 55
Abundance Scan 2904 (19.969 min): BP003229.D (-2902) (-) m/z 55.10 100.00%

3

5000

19.60 19.80 20.00 20.20
m/z 69.10 79 .14%

o 324356 401430460 510538

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164513: cis-11-Eicosenoic acid, methyl ester

I3

5000 T
19. 60 19. 80 20 00 20.20

11 292 m/z 83.10 67.80%
38 66 208 250

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
B I e o S
83 19.60 19.80 20.00 20.20
5000 . m/z 74.00 62.93%
111
250
. 138, 208 324
O o o e o L N HLALAL B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164509: 11-Eicosenoic acid, methyl ester
56 19.60 19.80 20.00 20.20

m/z 97.10 62.17%

5000

%

Ol it e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Eicosanoic acid, methyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.08 8.20 ng 1088970 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 94
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 90
4 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 81
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 74
Abundance Scan 2923 (20.081 min): BP003229.D (-2919) (-) m/z 74.00 100.00%
74

5000

B

283

326 19.80 20.00 20.20 20.40

ol 361 411 447478 512 544 m/z 87.00 86.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

171199227

Abundance #166219: Eicosanoic acid, methyl ester
4

5000 LA L L L L L B BB
19. 80 20. OO 20. 20 20.40
143 326 m/z 143.10 31.79%
0 171199227255283
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74
e e
19.80 20.00 20.20 20.40
5000 m/z 43.10 29.77%
43
143
11 185213241 284
ol L e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester AR EREEE RS
74 19.80 20.00 20.20 20.40
m/z 55.10 26.14%
5000
43
143 284
241
185.
SRR FF ¥t B - U R [ [ ———
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19. 80 20. OO 20. 20 20 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

12 3-Eicosene, (E)-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.87 4.91 ng 651234 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (BE)- 280 C20H40 074685-33-9 93
2 Cvclohexadecane 224 C16H32 000295-65-8 93
3 Cvcloeicosane 280 C20H40 000296-56-0 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 90

Abundance Scan 3057 (20.869 min): BP003229.D (-3054) (-) m/z 83.10 100.00%
5]
[ W\/fb\vv«w
11
5000
l 11 226 02 ' 20.60 20.80 21.00 21.20
168196 : : : :
obLARLL§ L) 26819 | 253 | 7/7335362 399 444477505 592 | s 5710 99.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)-
g7
97
5000 R B PR A
29 mmmmmmmm
o5 m/z 97.10 93.61%
0 J Pl 153182210 252280
m/z--> 50 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance
55 g3
' 20.60 20.80 21.00 21.20
5000 m/z 69.10 83.15%
111
27 139167196224
O e e e B R e i
m/z--> 50 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #127768: Cycloeicosane R EEEEE S
55 20.60 20.80 21.00 21.20
83 m/z 55.10 77.27%
5000
11
0 2 P?9168196224252280
m/z--> 50 160 1éo 200 250 300 3%0 460 4%0 560 séo 2060 2080 2100 2120
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP090820\
Data File : BP003229.D

Aca On : 08 Sep 2020 16:22

Operator : CG/JU

Sample : L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Docosanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

21.00 7.51 ng 997332 Chrysene-di12 21.15

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99

2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 95

3 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 90

4 Octadecanoic acid. 10-methvl-. m... 312 C20H4002 002490-19-9 83

5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 81
Abundance Scan 3079 (20.998 min): BP003229.D (-3077) (-) m/z 74.00 100.00%

5000

s

20.60 20.80 21.00 21.20 21.40
m/z 87.00 87 .99%

ol 54385 438 489 523

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186930: Docosanoic acid, methyl ester

-

5000
20.60 20.80 21.00 21.20 21.40
354 m/z 43.10 30.81%
311
o 171199227255283
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74
R B R
20.60 20.80 21.00 21.20 21.40
5000 m/z 143.10 29.92%
43 312
143
ol15 111 185213241269
i R A o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186936: Methyl 20-methyl-heneicosanoate B B e S L
74 20.60 20.80 21.00 21.20 21.40
m/z 55.10 26.65%
5000
143 354
19 311
0 ‘h L}l?l \227{283{
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 60 20 80 21. OO 21. 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP090820\
Data File : BP003229.D

Acq On : 08 Sep 2020 16:22

Operator : CG/JU

Sample - L3872-01 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP082420_M
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]
Butane, 2-methoxy... 2.91 8.0 ng 623741 1 7.65 1552690 20.0
Hexadecanoic acid... 17.75 95.6 ng 15230000 4 17.05 3184920 20.0
n-Hexadecanoic acid 17.99 20.3 ng 3230210 4 17.05 3184920 20.0
4b,8-Dimethyl-2-i... 18.65 3.9 ng 627630 4 17.05 3184920 20.0
9,12-Octadecadien... 18.88 302.8 ng 48218300 4 17.05 3184920 20.0
9-Octadecenoic ac... 18.91 185.6 ng 29547900 4 17.05 3184920 20.0
9,12,15-Octadecat... 18.97 4.8 ng 766548 4 17.05 3184920 20.0
Methyl stearate 19.02 53.4 ng 8501040 4 17.05 3184920 20.0
9,12-Octadecadien... 19.08 21.8 ng 3478480 4 17.05 3184920 20.0
cis-11-Eicosenoic... 19.97 4.4 ng 589383 5 21.15 2654690 20.0
Eicosanoic acid, ... 20.08 8.2 ng 1088970 5 21.15 2654690 20.0
3-Eicosene, (E)- 20.87 4.9 ng 651234 5 21.15 2654690 20.0
Docosanoic acid, ... 21.00 7.5 ng 997332 5 21.15 2654690 20.0
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