LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 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 G\METHODS\8270-BG123019.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 3.141 3 9 23 rvVB 190101 405136 1.23% 0.371%
2 5.532 409 416 430 rBV 848342 1409144 4.27% 1.291%
3 7.119 677 686 701 rBV 908254 1612040 4 .89% 1.477%
4 7.483 741 748 761 rBV 910751 1598942 4 .85% 1.465%
5 7.947 820 827 836 rBV 504780 883757 2.68% 0.810%
6 8.270 870 882 892 rBV 688151 1236261 3.75% 1.133%
7 9.105 1014 1024 1034 rBV 513317 954421 2.89% 0.875%
8 10.750 1295 1304 1310 rBV 716865 1320698 4 _.00% 1.210%
9 13.206 1715 1722 1733 rVB 1283273 2094272 6.35% 1.919%
10 14.581 1947 1956 1962 rBY 1065308 1701770 5.16% 1.559%

11 16.067 2203 2209 2217 rBV 976119 1521856 4.61% 1.395%
12 17.324 2417 2423 2427 rBV 1127702 1749269 5.30% 1.603%
13 17.365 2427 2430 2436 rVB 573088 790551 2.40% 0.724%
14 18.012 2533 2540 2545 rBV 7883007 10853046 32.89% 9.946%
15 19.157 2727 2735 2737 rBVY 18519161 32995499 100.00% 30.236%

16 19.193 2737 2741 2749 rVV2 19054327 30193557 91.51% 27.669%
17 19.310 2756 2761 2767 rVB 4896810 5916733 17.93% 5.422%
18 19.375 2767 2772 2779 rBV 618447 994729 3.01% 0.912%
19 19.739 2826 2834 2843 rVB 590688 1123394 3.40% 1.029%
20 19.945 2863 2869 2874 rBV 1988114 2731163 8.28% 2.503%

21 20.286 2924 2927 2932 rVB 484795 586665 1.78% 0.538%
22 20.397 2942 2946 2949 rBV 489550 582924 1.77% 0.534%
23 20.432 2949 2952 2957 rVV3 325624 488923 1.48% 0.448%
24 20.491 2958 2962 2966 rVvVv 301325 395846 1.20% 0.363%
25 21.243 3087 3090 3098 rVB4 247849 388746 1.18% 0.356%

26 21.402 3113 3117 3122 rBV 362400 439642 1.33% 0.403%
27 21.578 3140 3147 3152 rBV3 1119443 2214299 6.71% 2.029%
28 24.727 3675 3683 3702 rVB2 572338 1941723 5.88% 1.779%

Sum of corrected areas: 109125006
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator : JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG044048.D
1.5e+07
1e+07
5000000
14 5.53 712748 4 958.27 9.10 10.75
o e - - e -t
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG044048.D
1R1D
1.5e+07
1e+07
18.01

5000000

04
Time--> 13.00 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
Abundance TIC: BG044048.D

1.5e+07

le+07

5000000

24.73

T e T o T e T T T T T e T e T e e e e e e

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 7

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

3.14 9.17 ng 405136 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 9 (3.141 min): BG044048.D (-3) (-) m/z 73.05 100.00%
7B ?
5000
43
55 87
| 207 3.20 3.30 3.40 3.50 3.60
b el e e e 2o | m/z 43.10  34.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 AR SR U RS U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 24.94%
Lozl
"W""I”"I"”I""I”"I"”I""P"'I'”'I"'W
m/z--> 20 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 o 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 22 .60%
29
0 ..1.5|....|....|....|....|....|....|....|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl- EERERAL RS Ra s o]
78 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.26%
5000 43 /\
58
0"'IJM'I"”I"”I"'W""P"'I”"I”"I'”'I'”'I AU SR U LR U
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.48 Concentration Rank 5

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

7.48 36.19 ng 1598940 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (7.477 min): BG044048.D (-741) (-) m/z 132.00 100.00%
5000 68
0 sl J . 5 7w 1k 7R
o a8 e 2L Tm/z 68.10  41.87%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N LARRS R AR SR
7.20 7.40 7.60 7.80
2 51 m/z 134.00 33.29%
o} 2
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

J

7.20 7.40 7.60 7.80

5000 67 m/z 66.10 26.84%
41 53 97 117
o
ol el bl 07 L
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl e
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.27%
116
5000 98
SIS S Y NN | G | S
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.01 124.09 ng 10853000 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 89
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 87
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 83
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
Abundance Scan 2540 (18.012 min): BG044048.D (-2533) (-) m/z 74.05 100.00%
74
5000 43
17.60 17.80 18.00 18.20 18.40
o} m/z 87.05 80.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119408: Hexadecanoic acid, methyl ester
74
5000 R U SRR BN
43 17.60 17.80 18.00 18.20 18.40
143 m/z 43.10 43 .30%
o 171 199 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74
17.60 17.80 18.00 18.20 18.40
5000 43 270 m/z 55.05 35.11%
143 297
M e Y O A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84485: Tridecanoic acid, methyl ester e
74 17.60 17.80 18.00 18.20 18.40
m/z 41.10 32.28%
5000
A T
miz-> 20 40 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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.
19.16 377.25 ng 32995500 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 98
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002462-85-3 97
3 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 97
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 97
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 95
Abundance Scan 2735 (19.157 min): BG044048.D (-2727) (-) m/z 67.10 100.00%
67
41 %
5000
123 263 18:80 19.00 19.20 19.40
| 178196 220 294 : : : .
o A |' “ 396 27 245 TV 320341 m/z 81.10 91.89%
m/z--> 50 100 150 200 250 300 350
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67
5000 LR LR UL B B
18.80 19.00 19.20 19.40
204 m/z 55.10 76 .19%
178, 0 290 263
ol15 196 245
m/z--> 50 100 150 200 250 300 350
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41 NSNS USRS
95 18.80 19.00 19.20 19.40
5000 m/z 95.10 69.42%
123 150
ol |‘, -‘. L, ,LIM ‘. ‘J‘.Im Ay o178 o2 268 4
m/z--> 50 100 150 200 250 300 350
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester  REaE e  Eaaan e
67 18.80 19.00 19.20 19.40
M m/z 41.10 62.18%
95
5000
294
0! HJ.\IM\“ J“ ‘\ I\\|178196|22|0|23I8 .‘{...‘ — s EREE R
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.19 345.21 ng 30193600 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 95
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 93
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 93
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 93
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91

Abundance Scan 2741 (19.193 min): BG044048.D (-2737) (-) m/z 55.10 100.00%

5000

\

18 80 19. 00 19. 20 19. 40 19. 60

296 322339

0 m/z 74.10 92.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
74

18:80 19.00 19.20 19.40 19.60
m/z 69.10 88.02%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141287: 14-Octadecenoic acid, methyl ester

1880 1900 19,20 19.40 19.60
5000 m/z 83.10 77 .99%

264
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141286: 13-Octadecenoic acid, methyl ester

0
18.80 19.00 19.20 19.40 19.60
m/z 41.10 74 .45%

97
264
123 143 163180 199 222 540

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18 80 19. 00 19. 20 19. 40 19. 60

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.31 67.65 ng 5916730 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 94
3 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 91
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
Abundance Scan 2761 (19.310 min): BG044048.D (-2756) (-) m/z 74.10 100.00%
74
5000 43
\ h 148 255 19'00 1990 1040 1060
97 199 19.00 19.20 19.40 19.60
298
| I— LUl waey | AT, | 227 | preTiTasal 389 1 nsuT g7 10 77.89%
m/z--> 50 100 150 200 250 300 350
Abundance #143131: Methyl stearate
74
5000 LR BN UL BN UL
19.00 19.20 19.40 19.60
43 m/z 43.10 40.98%
ol15
m/z--> 50 100 150 200 250 300 350
Abundance #95899: Tridecanoic acid, 12-methyl-, methyl ester
74
19.00 19.20 19.40 19.60
5000 199 m/z 55.10 30.75%
41 143 242
AT g |
ol I\jl ll IHI\L .‘hu“‘ll .[]‘-.2‘]{. .‘l‘.l?‘l.‘. : .L. — —
m/z--> 50 100 150 200 250 300 350
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester A RAREEEE R
74 19.00 19.20 19.40 19.60
m/z 41.10 27.21%
5000
28
‘ 55 143 255 298
101 199
LA WPz | am e | L S AW
m/z--> 5 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 11-Eicosenoic acid, methyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.29 5.30 ng 586665 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 98
2 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 97
3 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 68
4 cis-10-Heptadecenoic acid. methv... 282 C18H3402 1000333-62-1 68
5 Methyl 9-heptadecenoate or 9-17:1 282 C18H3402 1000336-38-0 58
Abundance Scan 2928 (20.291 min): BG044048.D (-2924) (-) m/z 55.10 100.00%

5000

20.00 20.20 20.40 20.60
m/z 69.10 70.22%

0!
m/z--> 50 100 150 200 250 300 350
Abundance #164508: 11-Eicosenoic acid, methyl ester

20.IOO 20!20 20.I40 20.I60
m/z 57.10 56.51%

5000

0!

m/z--> 50 100 150 200 250 300 350
Abundance #164512: cis-13-Eicosenoic acid, methyl ester
55
R B AR
20.00 20.20 20.40 20.60
5000 m/z 83.10 54_.17%
29
ol
m/z--> 50 100 150 200 250 300 350
Abundance #164513: cis-11-Eicosenoic acid, methy! ester A RmARE RS
55 20.00 20.20 20.40 20.60
m/z 74.10 51.57%
5000
0
m/z--> 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Eicosanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.40 5.27 ng 582924 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 97
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 91

Abundance Scan 2946 (20.397 min): BG044048.D (-2942) (-) m/z 74.05 100.00%
5000 43
o P 216 283
115 185 241 326 20.00 20.20 20.40 20.60 20.80
0 B Do W ol 1.2 263 | 306750 854 m/z 87.10 78.24%
m/z--> 50 100 150 200 250 300 350
Abundance #166218: Eicosanoic acid, methyl ester
74
43
5000
20.00 20.20 20.40 20.60 20.80
143 26 m/z 43.10 38.87%
0‘15 s 171 199 227 255 283
m/z--> 50 100 150 200 250 300 350
Abundance #166215: Methy| 18-methylnonadecanoate
74
20.00 20.20 20.40 20.60 20.80
5000 43 m/z 55.10 30.02%
143
326
97 28
NECH | .‘J [l ras, | am 190 227 55 |
m/z--> 50 100 150 200 250 300 350
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester A EEEE EEE s S
74 20.00 20.20 20.40 20.60 20.80
m/z 41.10 25.03%
5000
43
143 284
97 241
ol H, ‘J;\Ml,‘l?{, | 1678 213 7 I‘zlegs,\‘, S e
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 8,10-Dodecadien-1-ol, aceta... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.43 4.42 ng 488923 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8.10-Dodecadien-1-ol. acetate. (... 224 C14H2402 053880-51-6 55
2 13-Tetradece-11-vn-1-ol 208 C14H240 1000131-00-4 52
3 9-Octadecvnoic acid. methvl ester 294 C19H3402 001120-32-7 46
4 Cvclopentanepropanol. 2-methvlene- 140 C9H160 053544-48-2 44
51,2,3,4,4a,5,6,8a-0ctahydro-naph... 136 C10H16 031244-58-3 43
Abundance Scan 2952 (20.432 min): BG044048.D (-2949) (-) m/z 55.10 100.00%

81

5000

20.20 20.40 20.60 20.80

239263 306 347370

415

o m/z 81.10 87.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81042: 8,10-Dodecadien-1-ol, acetate, (E,E)-
43
5000 LA B L L L L L L
20.20 20.40 20.60 20.80
121 164 294 m/z 68.10 85.58%
NETE LS Wl
m/z--> 50 100 150 200 250 300 350 400
Abundance #67849: 13-Tetradece-11-yn-1-ol
55 81
L B e o e
20.20 20.40 20.60 20.80
5000 m/z 67.10 68.44%
107
0 ....-,ﬂ.ﬂhn,m Mesamae
m/z--> 50 100 150 200 250 300 350 400
Abundance #139692: 9-Octadecynoic acid, methyl ester e RARREEE RS
55| 81 20.20 20.40 20.60 20.80
m/z 79.10 61.17%
5000

I T I T
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown20.49 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.49 3.58 ng 395846 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-3-hvdroxv-5-nitropvridine 155 C5H5N303 1000289-29-0 38
2 2-Thiophenecarboxvlic acid. 5-(b... 234 C7H7Br02S 1000362-74-6 38
3 4-Pvrimidinamine. 5-methvl-2-(me... 155 C6HIN3S 054308-64-4 27
4 1.2-Cyclohexanedicarboxvlic acid... 372 C18H22Cl1204 1000339-84-2 27
5 Cyclohexanol, 1-butyl-4-(1,1-dim... 212 C14H280 053188-79-7 27
Abundance Scan 2962 (20.491 min): BG044048.D (-2958) (-) m/z 155.10 100.00%
155
5000 67
41 109 187
226 20.20 20.40 20.60 20.80
o 31 255 282 308 344 429 n/z 67.10 47 60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #27890: 2-Amino-3-hydroxy-5-nitropyridine
155
54
5000 IR RN AU RUARE
mmmmmmmm
109 m/z 55.10 45.56%
oL, “Illﬂ [m.,.... T
m/z--> 100 150 200 250 300 350 400
Abundance #89369. 2-Thiophenecarboxylic acid, 5-(bromomethyl)-, meth...
185
' 20.20 20,40 20.60 20.80
5000 m/z 68.10 44 _35%
OII[M[I’\IIIII .?'7.9.20.5.2.3‘.1.... —
m/z--> 100 150 200 250 300 350 400
Abundance #27943: 4-Pyrimidinamine, 5-methyl-2-(methy/thio)- R AR RE.
155 20.20 20.40 20.60 20.80
m/z 81.10 36.49Y%
109
5000
82
54
OIIlu\hllhluilullnllIIIIIIII ——T ——T T R e EAREE R
m/z--> 50 100 150 200 250 300 350 400 20. 20 20 40 20. 60 20. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 1-Tricosene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.24 3.51 ng 388746 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 Cvclohexadecane 224 C16H32 000295-65-8 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 90
5 Tetracosyl trifluoroacetate 450 C26H49F302 1000351-76-4 90
Abundance Scan 3089 (21.237 min): BG044048.D (-3087) (-) m/z 57.10 100.00%
57 83
5000
111
mn l | i T o o sows e o AR A
ok dhpll ol . e e e m/z 83.10 89.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #163016: 1-Tricosene
57 g3
5000 L B BRI BB B
111 mmmmmmmm
29 m/z 55.10 83.87%
139
oL ,.|,. 'y ] I 0w 109106224252 20492
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81246: Cyclohexadecane
55 83
" 21/00 21.20 21.40 21.60
5000 m/z 43.10 80.53%
29 111
o ‘Jﬁme@
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4%0
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R  EEREaE B
57 21.00 21.20 21.40 21.60
m/z 69.10 72 .85%
83
5000
29 111
168 196
0.J.J..|...‘.“JI.J']-?gl‘.J...|.2.2.7.25.8...|....|.... ——  E B R BRREE R
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044048.D

Aca On : 14 Jan 2020 22:42

Operator :© JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Methyl 20-methyl-heneicosan... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.40 3.97 ng 439642 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 99
2 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
4 Hexacosanoic acid. methvl ester 410 C27H5402 005802-82-4 90
5 Methyl stearate 298 C19H3802 000112-61-8 87
Abundance Scan 3117 (21.402 min): BG044048.D (-3113) (-) m/z 74.10 100.00%
74
5000 43
u 143 e S
97 311 21.00 21.20 21.40 21.60 21.80
199 255 354
ol I' A 223 .|,~.1‘?9.l.5 222 0282, | 33870 408430 | Tn/z 87.10  80.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186936: Methyl 20-methyl-heneicosanoate

5000
21.00 21.20 21.40 21.60 21.80

m/z 43.10 40.82%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #186930: Docosanoic acid, methyl ester
74
s M m B
43 21.00 21.20 21.40 21.60 21.80
5000 m/z 55.10 29.18%
L . 143 a1 354
199 255
s L | gm0 o 2 am ¥ [
m/z--> 50 100 150 200 250 300 350 400
Abundance #154941: Nonadecanoic acid, methy! ester N e o
74 21.00 21.20 21.40 21.60 21.80
m/z 57.10 26.32%
5000
43
143
97 ’ 269 312
i T | ez 2 e e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011420\
Data File : BG044048.D

Acq On : 14 Jan 2020 22:42

Operator : JU

Sample : L1004-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 3.14 9.2 ng 405136 1 7.95 883757 20.0
unknown? .48 7.48 36.2 ng 1598940 1 7.95 883757 20.0
Hexadecanoic acid... 18.01 124.1 ng 10853000 4 17.32 1749270 20.0
9,12-Octadecadien... 19.16 377.3 ng 32995500 4 17.32 1749270 20.0
9-Octadecenoic ac... 19.19 345.2 ng 30193600 4 17.32 1749270 20.0
Methyl stearate 19.31 67.7 ng 5916730 4 17.32 1749270 20.0
11-Eicosenoic aci... 20.29 5.3 ng 586665 5 21.58 2214300 20.0
Eicosanoic acid, ... 20.40 5.3 ng 582924 5 21.58 2214300 20.0
8,10-Dodecadien-1... 20.43 4.4 ng 488923 5 21.58 2214300 20.0
unknown20.49 20.49 3.6 ng 395846 5 21.58 2214300 20.0
1-Tricosene 21.24 3.5 ng 388746 5 21.58 2214300 20.0
Methyl 20-methyl-_.. 21.40 4.0 ng 439642 5 21.58 2214300 20.0
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